Table 1.  Crystal data and structure refinement for M2.

Identification code 
99src142

Empirical formula 
C44H50NO10Re

Formula weight 
939.05

Temperature 
293(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c
Unit cell dimensions
a = 7.7320(4) Å



b = 9.8233(4) Å
 = 92.4021(12)°.


c = 56.321(2) Å


Volume
4274.0(3) Å3
Z
4

Density (calculated)
1.459 Mg/m3
Absorption coefficient
2.900 mm-1
F(000)
1904

Crystal size
0.05 x 0.02 x 0.02 mm3
Theta range for data collection
2.95 to 25.03°.

Index ranges
-9<=h<=9, -11<=k<=11, -61<=l<=66

Reflections collected
29502

Independent reflections
7099 [R(int) = 0.0908]

Completeness to theta = 25.03°
88.4 % 

Absorption correction
Empirical, SORTAV

Max. and min. transmission
0.9443 and 0.8686

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7099 / 0 / 508

Goodness-of-fit on F2
0.902

Final R indices [I>2sigma(I)]
R1 = 0.0386, wR2 = 0.0627

R indices (all data)
R1 = 0.0979, wR2 = 0.0765

Largest diff. peak and hole
0.452 and -0.724 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103) for M2.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

______________________________________________________________________________


x
y
z
U(eq)

______________________________________________________________________________

Re(1)
224(1)
5243(1)
597(1)
64(1)

O(4)
4019(5)
8538(4)
-389(1)
86(1)

O(2)
8019(5)
9771(4)
-1351(1)
84(1)

C(17)
4034(8)
9779(7)
-493(1)
73(2)

C(42)
1353(8)
4466(6)
311(1)
87(2)

O(5)
-3276(4)
6609(3)
1465(1)
64(1)

C(15)
5825(8)
8603(6)
-811(1)
89(2)

N(1)
742(5)
7342(4)
486(1)
60(1)

C(43)
2424(9)
5211(6)
769(1)
77(2)

O(3)
3260(5)
10733(4)
-411(1)
86(1)

C(14)
5113(7)
9780(6)
-716(1)
67(2)

C(18)
3150(9)
8339(5)
-169(1)
71(2)

C(5)
10348(7)
10181(5)
-2630(1)
74(2)

C(25)
-652(6)
7883(5)
852(1)
56(1)

C(11)
6997(7)
9843(7)
-1140(1)
70(2)

C(41)
-2104(9)
5298(6)
462(1)
81(2)

C(10)
7462(8)
10312(6)
-1557(1)
68(2)

C(30)
-885(6)
6475(5)
888(1)
54(1)

C(7)
9535(7)
10159(5)
-2190(1)
67(2)

C(29)
-1766(6)
6111(5)
1099(1)
57(1)

O(1)
6121(6)
10872(4)
-1566(1)
96(1)

C(13)
5359(7)
10981(6)
-837(1)
77(2)

O(7)
-3465(6)
5310(5)
394(1)
119(2)

C(9)
8712(6)
9984(5)
-1757(1)
67(2)

O(8)
-728(6)
2415(4)
792(1)
111(2)

C(28)
-2332(6)
7067(5)
1263(1)
57(1)

C(26)
-1255(6)
8841(5)
1016(1)
67(2)

C(44)
-363(7)
3489(6)
721(1)
79(2)

C(35)
-4561(6)
7220(5)
2552(1)
67(2)

C(16)
6774(7)
8625(6)
-1023(1)
89(2)

C(24)
211(6)
8266(5)
631(1)
62(1)

O(9)
3645(6)
5173(5)
872(1)
114(2)

O(6)
-1602(5)
7768(4)
1710(1)
103(2)

C(38)
-6474(7)
6927(5)
3201(1)
77(2)

C(34)
-4943(6)
6659(5)
2310(1)
66(2)

C(21)
1553(7)
7722(5)
261(1)
61(1)

O(10)
2008(6)
4007(5)
142(1)
127(2)

C(33)
-3752(6)
7176(5)
2112(1)
70(2)

C(12)
6324(7)
11032(6)
-1049(1)
77(2)

C(23)
4102(8)
7862(6)
8(1)
100(2)

C(27)
-2093(6)
8438(5)
1223(1)
66(2)

C(36)
-5740(7)
6729(5)
2755(1)
70(2)

C(6)
9199(7)
10728(5)
-2430(1)
73(2)

C(8)
8310(6)
10611(5)
-1989(1)
71(2)

C(22)
3284(8)
7542(6)
226(1)
97(2)

C(31)
-2850(8)
7091(5)
1680(1)
65(2)

C(32)
-4124(6)
6627(5)
1871(1)
61(1)

C(3)
11132(7)
10060(5)
-3073(1)
79(2)

C(37)
-5317(6)
7351(5)
2992(1)
72(2)

C(4)
10064(7)
10692(5)
-2874(1)
76(2)

C(20)
616(7)
8202(6)
82(1)
81(2)

C(1)
11872(8)
9835(6)
-3514(1)
116(2)

C(19)
1421(9)
8501(6)
-135(1)
91(2)

C(2)
10825(8)
10524(6)
-3314(1)
96(2)

C(39)
-6067(8)
7621(6)
3432(1)
94(2)

C(40)
-7231(8)
7236(6)
3645(1)
114(2)

______________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [°] for M2.

_____________________________________________________

Re(1)-C(43) 
1.921(7)

Re(1)-C(44) 
1.919(6)

Re(1)-C(41) 
1.927(7)

Re(1)-C(42) 
2.017(7)

Re(1)-N(1) 
2.197(4)

Re(1)-C(30) 
2.235(5)

O(4)-C(17) 
1.353(6)

O(4)-C(18) 
1.449(6)

O(2)-C(10) 
1.330(6)

O(2)-C(11) 
1.457(6)

C(17)-O(3) 
1.214(6)

C(17)-C(14) 
1.537(8)

C(42)-O(10) 
1.184(6)

O(5)-C(31) 
1.329(5)

O(5)-C(28) 
1.450(5)

C(15)-C(14) 
1.396(7)

C(15)-C(16) 
1.429(7)

N(1)-C(24) 
1.299(5)

N(1)-C(21) 
1.483(6)

C(43)-O(9) 
1.089(6)

C(14)-C(13) 
1.380(7)

C(18)-C(23) 
1.299(6)

C(18)-C(19) 
1.367(7)

C(5)-C(4) 
1.474(6)

C(5)-C(6) 
1.559(6)

C(25)-C(30) 
1.411(6)

C(25)-C(26) 
1.413(6)

C(25)-C(24) 
1.484(6)

C(11)-C(12) 
1.386(7)

C(11)-C(16) 
1.380(7)

C(41)-O(7) 
1.104(6)

C(10)-O(1) 
1.174(5)

C(10)-C(9) 
1.547(7)

C(30)-C(29) 
1.442(6)

C(7)-C(6) 
1.474(6)

C(7)-C(8) 
1.573(6)

C(29)-C(28) 
1.399(6)

C(13)-C(12) 
1.432(6)

C(9)-C(8) 
1.467(6)

O(8)-C(44) 
1.167(6)

C(28)-C(27) 
1.380(6)

C(26)-C(27) 
1.412(6)

C(35)-C(34) 
1.488(5)

C(35)-C(36) 
1.567(6)

O(6)-C(31) 
1.178(6)

C(38)-C(39) 
1.492(6)

C(38)-C(37) 
1.564(6)

C(34)-C(33) 
1.565(6)

C(21)-C(20) 
1.305(6)

C(21)-C(22) 
1.373(6)

C(33)-C(32) 
1.474(6)

C(23)-C(22) 
1.442(6)

C(36)-C(37) 
1.491(6)

C(31)-C(32) 
1.556(6)

C(3)-C(2) 
1.446(7)

C(3)-C(4) 
1.546(7)

C(20)-C(19) 
1.428(6)

C(1)-C(2) 
1.565(7)

C(39)-C(40) 
1.574(7)

C(43)-Re(1)-C(44)
91.2(2)

C(43)-Re(1)-C(41)
173.1(2)

C(44)-Re(1)-C(41)
86.4(2)

C(43)-Re(1)-C(42)
89.6(3)

C(44)-Re(1)-C(42)
93.8(2)

C(41)-Re(1)-C(42)
97.0(2)

C(43)-Re(1)-N(1)
89.45(19)

C(44)-Re(1)-N(1)
174.0(2)

C(41)-Re(1)-N(1)
92.24(19)

C(42)-Re(1)-N(1)
92.10(19)

C(43)-Re(1)-C(30)
90.0(2)

C(44)-Re(1)-C(30)
96.7(2)

C(41)-Re(1)-C(30)
83.9(2)

C(42)-Re(1)-C(30)
169.4(2)

N(1)-Re(1)-C(30)
77.32(17)

C(17)-O(4)-C(18)
120.3(4)

C(10)-O(2)-C(11)
121.7(4)

O(3)-C(17)-O(4)
121.1(6)

O(3)-C(17)-C(14)
127.3(6)

O(4)-C(17)-C(14)
111.6(5)

O(10)-C(42)-Re(1)
179.7(6)

C(31)-O(5)-C(28)
119.5(4)

C(14)-C(15)-C(16)
122.1(5)

C(24)-N(1)-C(21)
121.1(4)

C(24)-N(1)-Re(1)
114.2(4)

C(21)-N(1)-Re(1)
124.6(3)

O(9)-C(43)-Re(1)
177.6(6)

C(13)-C(14)-C(15)
117.0(6)

C(13)-C(14)-C(17)
119.6(6)

C(15)-C(14)-C(17)
123.3(6)

C(23)-C(18)-C(19)
117.5(6)

C(23)-C(18)-O(4)
115.8(6)

C(19)-C(18)-O(4)
126.5(6)

C(4)-C(5)-C(6)
119.4(4)

C(30)-C(25)-C(26)
120.7(5)

C(30)-C(25)-C(24)
115.7(4)

C(26)-C(25)-C(24)
123.6(5)

C(12)-C(11)-C(16)
119.9(6)

C(12)-C(11)-O(2)
124.6(5)

C(16)-C(11)-O(2)
115.5(6)

O(7)-C(41)-Re(1)
176.6(6)

O(1)-C(10)-O(2)
118.7(5)

O(1)-C(10)-C(9)
130.0(5)

O(2)-C(10)-C(9)
111.2(5)

C(25)-C(30)-C(29)
115.4(4)

C(25)-C(30)-Re(1)
111.7(4)

C(29)-C(30)-Re(1)
132.8(4)

C(6)-C(7)-C(8)
117.8(4)

C(28)-C(29)-C(30)
123.4(5)

C(14)-C(13)-C(12)
121.9(5)

C(8)-C(9)-C(10)
116.4(4)

C(27)-C(28)-C(29)
119.9(5)

C(27)-C(28)-O(5)
120.5(5)

C(29)-C(28)-O(5)
119.4(5)

C(25)-C(26)-C(27)
122.0(5)

O(8)-C(44)-Re(1)
178.8(5)

C(34)-C(35)-C(36)
117.0(4)

C(11)-C(16)-C(15)
119.4(5)

N(1)-C(24)-C(25)
121.0(5)

C(39)-C(38)-C(37)
115.4(5)

C(35)-C(34)-C(33)
115.8(4)

C(20)-C(21)-C(22)
116.6(5)

C(20)-C(21)-N(1)
120.6(5)

C(22)-C(21)-N(1)
122.8(5)

C(32)-C(33)-C(34)
116.2(4)

C(11)-C(12)-C(13)
119.7(5)

C(18)-C(23)-C(22)
118.5(6)

C(28)-C(27)-C(26)
118.5(5)

C(37)-C(36)-C(35)
114.4(4)

C(7)-C(6)-C(5)
116.6(4)

C(9)-C(8)-C(7)
114.4(4)

C(21)-C(22)-C(23)
124.1(5)

O(6)-C(31)-O(5)
120.1(5)

O(6)-C(31)-C(32)
127.2(5)

O(5)-C(31)-C(32)
112.7(5)

C(33)-C(32)-C(31)
115.0(4)

C(2)-C(3)-C(4)
118.8(5)

C(36)-C(37)-C(38)
116.9(4)

C(5)-C(4)-C(3)
118.4(4)

C(21)-C(20)-C(19)
119.3(5)

C(18)-C(19)-C(20)
124.0(5)

C(3)-C(2)-C(1)
118.0(5)

C(38)-C(39)-C(40)
116.6(5)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

Table 4.   Anisotropic displacement parameters (Å2x 103)for M2.  The anisotropic

displacement factor exponent takes the form: -2p2[ h2a*2U11 + ... + 2 h k a* b* U12 ]

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

Re(1)
76(1) 
63(1)
54(1) 
2(1)
15(1) 
6(1)

O(4)
111(3) 
89(3)
62(3) 
19(2)
35(2) 
15(2)

O(2)
70(2) 
126(3)
57(3) 
20(2)
16(2) 
13(2)

C(17)
74(4) 
85(5)
59(5) 
10(4)
6(3) 
2(4)

C(42)
97(5) 
72(4)
93(6) 
-10(4)
17(4) 
1(3)

O(5)
79(2) 
68(2)
45(3) 
1(2)
19(2) 
-9(2)

C(15)
113(5) 
91(5)
64(5) 
28(4)
23(4) 
18(4)

N(1)
64(3) 
66(3)
50(3) 
7(2)
14(2) 
10(2)

C(43)
85(5) 
67(4)
79(5) 
5(3)
11(4) 
11(4)

O(3)
95(3) 
88(3)
77(3) 
10(2)
24(2) 
13(2)

C(14)
73(4) 
84(5)
46(4) 
12(4)
10(3) 
6(3)

C(18)
87(5) 
74(4)
54(5) 
10(3)
20(4) 
7(3)

C(5)
88(4) 
81(4)
53(4) 
3(3)
3(3) 
4(3)

C(25)
60(3) 
63(4)
44(4) 
4(3)
15(3) 
11(3)

C(11)
59(4) 
101(5)
50(4) 
12(4)
8(3) 
5(3)

C(41)
95(5) 
78(4)
69(5) 
1(3)
10(4) 
11(4)

C(10)
75(4) 
72(4)
57(5) 
12(3)
7(4) 
1(3)

C(30)
59(3) 
54(3)
49(4) 
3(3)
6(3) 
7(2)

C(7)
75(4) 
79(4)
48(4) 
8(3)
10(3) 
3(3)

C(29)
68(4) 
53(3)
49(4) 
8(3)
7(3) 
-4(3)

O(1)
98(3) 
129(4)
61(3) 
10(2)
7(2) 
38(3)

C(13)
91(4) 
84(5)
56(5) 
9(3)
16(4) 
6(3)

O(7)
94(3) 
153(4)
110(4) 
-2(3)
-20(3) 
12(3)

C(9)
63(3) 
78(4)
60(4) 
3(3)
8(3) 
-6(3)

O(8)
146(4) 
71(3)
118(4) 
20(3)
14(3) 
-7(3)

C(28)
61(3) 
63(4)
46(4) 
-1(3)
5(3) 
4(3)

C(26)
89(4) 
49(4)
65(4) 
9(3)
13(3) 
8(3)

C(44)
90(4) 
72(4)
75(5) 
-3(4)
6(3) 
13(3)

C(35)
89(4) 
67(4)
46(4) 
-6(3)
3(3) 
4(3)

C(16)
110(5) 
100(5)
60(5) 
18(4)
23(4) 
30(4)

C(24)
61(3) 
62(4)
64(4) 
12(3)
7(3) 
8(3)

O(9)
97(4) 
133(4)
111(4) 
15(3)
-21(3) 
11(3)

O(6)
101(3) 
140(4)
68(3) 
3(2)
0(2) 
-51(3)

C(38)
107(5) 
72(4)
52(4) 
0(3)
12(4) 
7(3)

C(34)
91(4) 
69(4)
39(4) 
4(3)
13(3) 
3(3)

C(21)
67(4) 
67(4)
51(4) 
3(3)
11(3) 
12(3)

O(10)
145(4) 
126(4)
112(4) 
-43(3)
54(3) 
-1(3)

C(33)
92(4) 
74(4)
43(4) 
-6(3)
6(3) 
-3(3)

C(12)
83(4) 
85(5)
63(5) 
11(4)
15(3) 
-7(3)

C(23)
67(4) 
148(6)
85(6) 
38(4)
12(4) 
17(4)

C(27)
86(4) 
59(4)
52(4) 
-5(3)
15(3) 
9(3)

C(36)
96(4) 
72(4)
41(4) 
3(3)
9(3) 
4(3)

C(6)
89(4) 
78(4)
53(4) 
3(3)
8(3) 
10(3)

C(8)
85(4) 
76(4)
53(4) 
7(3)
11(3) 
1(3)

C(22)
83(5) 
156(6)
53(5) 
38(4)
9(4) 
28(4)

C(31)
86(5) 
64(4)
46(4) 
0(3)
7(4) 
4(3)

C(32)
82(4) 
62(3)
41(4) 
4(3)
13(3) 
-3(3)

C(3)
91(4) 
85(4)
60(5) 
-5(3)
0(3) 
2(3)

C(37)
94(4) 
76(4)
46(4) 
-5(3)
7(3) 
4(3)

C(4)
96(4) 
75(4)
56(4) 
-1(3)
5(3) 
8(3)

C(20)
65(4) 
117(5)
60(4) 
27(4)
11(4) 
13(3)

C(1)
112(5) 
177(7)
58(5) 
-11(4)
3(4) 
0(5)

C(19)
84(5) 
132(5)
55(5) 
31(4)
-1(4) 
6(4)

C(2)
117(5) 
107(5)
63(5) 
-7(4)
-3(4) 
5(4)

C(39)
147(6) 
95(5)
41(4) 
-5(3)
-1(4) 
7(4)

C(40)
201(7) 
87(5)
54(5) 
-1(3)
11(5) 
15(4)

______________________________________________________________________________

Table 5.   Hydrogen coordinates ( x 104) and isotropic displacement parameters (Å2x 103)

for M2.

______________________________________________________________________________


x 
y 
z 
U(eq)

______________________________________________________________________________

H(15)
5677
7778
-733
107

H(5A)
11544
10366
-2582
89

H(5B)
10215
9200
-2635
89

H(7A)
10712
10394
-2140
80

H(7B)
9481
9175
-2203
80

H(29)
-1969
5194
1128
68

H(13)
4886
11780
-780
92

H(9A)
9867
10265
-1704
80

H(9B)
8736
9004
-1778
80

H(26)
-1096
9763
987
81

H(35A)
-4639
8204
2543
81

H(35B)
-3371
6996
2598
81

H(16)
7237
7825
-1082
107

H(24)
375
9181
596
75

H(38A)
-7673
7112
3154
92

H(38B)
-6363
5953
3225
92

H(34A)
-6133
6878
2264
79

H(34B)
-4854
5675
2319
79

H(33A)
-3839
8160
2104
84

H(33B)
-2563
6954
2158
84

H(12)
6497
11859
-1124
92

H(23)
5284
7731
-7
120

H(27)
-2475
9084
1329
79

H(36A)
-6935
6937
2710
84

H(36B)
-5641
5747
2769
84

H(6A)
9345
11707
-2421
88

H(6B)
7998
10553
-2477
88

H(8A)
8379
11592
-1972
85

H(8B)
7127
10386
-2038
85

H(22)
3972
7190
351
117

H(32A)
-5286
6899
1820
74

H(32B)
-4104
5641
1880
74

H(3A)
12347
10210
-3030
95

H(3B)
10942
9084
-3071
95

H(37A)
-5381
8332
2975
86

H(37B)
-4126
7125
3037
86

H(4A)
10285
11664
-2872
91

H(4B)
8848
10569
-2919
91

H(20)
-564
8348
96
97

H(1A)
13089
9954
-3479
174

H(1B)
11564
10247
-3664
174

H(1C)
11606
8880
-3520
174

H(19)
728
8826
-262
109

H(2A)
11062
11494
-3318
115

H(2B)
9604
10406
-3355
115

H(39A)
-6153
8596
3407
113

H(39B)
-4872
7423
3479
113

H(40A)
-8424
7403
3600
171

H(40B)
-6902
7780
3781
171

H(40C)
-7076
6290
3683
171

______________________________________________________________________________

