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Table 1.

Empirical formula

Formula weight

Temperature

Wavelength

Crystal system, space group
Unit cell dimensions

o o

Volume

Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unique
Completeness to theta = 25.00
Absorption correction
Refinement method

Data / restraints / parameters
Goodness-of-fit on F*2

Final R indices [I>2sigma(I)]
R indices (all data)

Largest diff. peak and hole

Crystal data and structure refinement for 3b.

C44 H42 N4 04 Si
718.91
93(2) K
0.71073 A
Monoclinic,
17.669(5) A
20.229(6) A
21.957(7) A
7322 (4) A"3
8, 1.304 Mg/m"3
0.115 mm™-1

3040

0.50 x 0.40 x 0.06 mm
1.24 to 25.00 deg.

P21/c

alpha = 90 deg.

beta = 111.092(12) deg.
gamma = 90 deg.

-20<=h<=21, -24<=k<=23, -26<=1<=26
83437 / 12880 [R(int) = 0.0498]
100.0 %

None

Full-matrix least-squares on F*2
12880 / 0 / 955

1.068

R1 = 0.0432, wR2 0.1093

R1 = 0.0748, wR2 = 0.1203

0.504 and -0.314 e.A"-3



and equivalent isotropic

( x 10™4)

(aA%2 x 1073)
is defined as one third of the trace of the orthogonalized

Atomic coordinates
displacement parameters

Table 2.
U(eq)

for 3b.

Uij tensor.
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for 3b.

[A] and angles [deg]

Bond lengths
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for 3b.

(A"2 x 107°3)

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

Table 4.

]

+ 2 h k a* b* Ul2

[ h*2 a**2 U1l + ...

-2 pi®2

Ulz

Ul3

U23

U33

U22

Ul1l
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Table 5. Hydrogen coordinates ( x 10%4) and isotropic
displacement parameters (A*2 x 1073) for 3b.

X vy z U(eq)
H(2) 1541 3421 4166 23
H(4) 2512 4191 5989 30
H(5) 1892 5197 5598 28
H(9) -69 5715 5120 31
H(10) 10 6497 5929 32
H(11) 1023 7291 6210 33
H(12) 2035 7251 5766 43
H(13) 1941 6497 4939 39
H(14A) -402 6225 3875 30
H(14B) -379 6218 3153 30
H(14C) 268 6648 3713 30
H(15A) 3405 3301 6029 53
H(15B) 3116 2549 6011 53
H(15C) 2643 3122 6230 53
H(17) 1688 4644 2924 19
H(19) -1746 2762 2258 22
H(20) -575 2955 2048 21
H(24) -412 3826 898 38
H(25) -80 3070 227 47
H(26) 1023 2362 663 36
H(27) 1759 2374 1781 34
H(28) 1442 3131 2450 30
H(29A) 1739 4437 2139 28
H(29B) 1560 5200 2224 28
H(29C) 1015 4807 1584 28
H(30A) 2496 4142 3413 38
H(30B) -3364 3807 3055 38
H(30C) -3062 4386 2701 38
H(31) 2041 4098 3218 25
H(32) 3237 3501 3655 32
H(33) 4398 3984 4414 39
H(34) 4320 5061 4769 36
H(35) 3139 5676 4322 28
H(37A4) 2425 6172 3408 22
H(37B) 1855 6241 3833 22
H(38A) 1015 6777 2969 22
H(38B) 1437 6479 2493 22
H(40) 271 7053 2014 26
H(41) -673 7360 1009 35
H(42) 1579 6589 343 34
H(43) -1516 5495 699 27
H(44) -575 5169 1694 21
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for 3b.

[deg]

Torsion angles

Table 6.
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