Table 1. Crystal data and structure refinement for structurel8.

Identification code structurel8
Empirical formula C28 H51 N3 08
Formula weight 557.72
Temperature 153(2) K
Wavelength 0.71073 A
Crystal system Monoclinic
Space group C2/c
Unit cell dimensions a = 38.960(5) A a = 90°.
b = 8.472(2) A B = 120.646(2)°.
c = 33.056(4) A y = 90°.
Volume 9387(3) A°
Z 12
Calculated density 1.184 Mg/m®
Absorption coefficient 0.086 mm*
F(000) 3648
Crystal size 0.18 x 0.18 x 0.12 mm
Theta range for data collection 2.10 to 22.50°.
Limiting indices -41<=h<=41, -9<=k<=9, -35<=1<=35
Reflections collected 34516
Independent reflections 6122 [R(int) = 0.0852]
Completeness to theta = 22.50° 99.9 %
Max. and min. transmission 1.000 and 0.920
Refinement method Full-matrix least-squares on F?
Data / restraints / parameters 6122 / 890 / 673
Goodness-of-fit on F? 1.414
Final R indices [I>2sigma(I)] Rl = 0.0885, wR2 = 0.1887
R indices (all data) Rl1 = 0.1735, wR2 = 0.2097

Largest diff. peak and hole 0.261 and -0.604 e.A™®



and equivalent isotropic
for structurel8.

( x 109

(A* x 10%)
is defined as one third of the trace of the orthogonalized

Atomic coordinates
displacement parameters
Uij tensor.

Table 2.
U (eq)

U (eq)
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for structurel8.

[A] and angles [°]

Bond lengths

Table 3.
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Symmetry transformations used to generate equivalent atoms:

#1 -x,-y+1,-z



for structurel8.

(A% x 10%)

Anisotropic displacement parameters
The anisotropic displacement factor exponent takes the form:

Table 4.

+ 2 h k a* b*x U2 ]
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Table 5. Hydrogen coordinates ( x 10%) and isotropic
displacement parameters (A% x 10°) for structurelS8.

b 4 y z U(eq)
H(1) 3286 7144 652 47
H(2) 2626 7788 369 45
H(4) 2704 5507 1500 36
H(7) 3967 4490 1849 46
H(9) 4050 2138 2949 44
H(10) 3400 2856 2706 56
H(14A) 636 5503 177 40
H(16A) 718 7896 1273 57
H(17AR) 74 7068 1039 53
H(19A) 1401 3663 912 45
H(19B) 1875 3742 1240 45
H(20A) 1887 1735 1718 58
H(20B) 1442 1176 1339 58
H(21A) 1636 4140 1852 71
H(21B) 1192 3710 1442 71
H(22A) 1265 3131 2184 105
H(22B) 1629 1969 2304 105
H(22C) 1187 1526 1895 105
H(23A) 1474 3758 239 43
H(23B) 1946 3853 587 43
H(24A) 1548 1658 -173 56
H(24B) 2020 1602 195 56
H(25A) 1611 4284 -400 60
H(25B) 2080 4260 -26 60
H(26A) 1963 3779 =790 123
H(26B) 1700 2263 -835 123
H(26C) 2170 2268 -465 123
H(27R) 1423 29 335 47
H(27B) 1284 357 704 47
H(28A) 949 1545 -214 102
H(28B) 913 2623 162 102
H(29A) 358 714 =271 53
H(29B) 671 -647 28 53
H(30A) 312 29 392 122
H(30B) 440 1839 422 122
H(30C) 767 534 730 122
H(27C) 1327 101 692 47
H(27D) 1370 277 236 47
H(28C) 922 2315 -58 91
H(28D) 964 2670 442 91
H(29C) 667 -14 377 84
H(29D) 359 1285 24 84
H(30D) 344 -1099 -390 161
H(30E) 800 -788 -236 161
H(30F) 461 412 -586 161
H(31A) 2034 249 1215 37
H(31B) 2070 263 756 37
H(32A) 2440 2526 1488 27
H(32B) 2489 2453 1035 27
H(333) 2792 -100 1281 57
H(33B) 3050 1254 1645 57
H(34A) 3047 -1010 2052 63
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