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Table 1. Crystal data and structure refinement.



Identification code 
01SOT096    

Empirical formula 
C27H36N2O6Si

Formula weight 
512.67

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
P212121 

Unit cell dimensions
a = 11.4829(3) Å



b = 14.5419(3) Å



c = 15.7595(4) Å


Volume
2631.57(11) Å3
Z
4

Density (calculated)
1.294 Mg / m3
Absorption coefficient
0.133 mm(1
F(000)
1096

Crystal
Colourless Block

Crystal size
0.2 x 0.15 x 0.1 mm3
( range for data collection
2.94 ( 25.02°

Index ranges
0 ( h ( 13, 0 ( k ( 17, 0 ( l ( 18

Reflections collected
2624

Independent reflections
2624 [Rint = 0.0000]

Completeness to ( = 25.02°
99.5 % 

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2624 / 0 / 327

Goodness-of-fit on F2
1.005

Final R indices [F2 > 2((F2)]
R1 = 0.0307, wR2 = 0.0722

R indices (all data)
R1 = 0.0363, wR2 = 0.0738

Absolute structure parameter
0.52(15)

Extinction coefficient
0.0051(9)

Largest diff. peak and hole
0.287 and (0.201 e Å(3


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill Ewald 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:  All hydrogen atoms were placed in idealised positions and refined using a riding model. C7 – R;  C11 – S;  C12 – R. Refiend as a racemic twin – so both chiral forms are present in the crystal.
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
2460(2)
3075(2)
5501(2)
18(1)
1

C2
3168(2)
3722(2)
5873(2)
21(1)
1

C3
2878(2)
4647(2)
5787(2)
20(1)
1

C4
1888(2)
4906(2)
5333(1)
17(1)
1

C5
1188(2)
4228(2)
4971(1)
21(1)
1

C6
1469(2)
3303(2)
5054(2)
21(1)
1

C7
1563(2)
5905(2)
5223(1)
16(1)
1

C8
539(2)
6235(2)
5773(1)
17(1)
1

C9
798(2)
7263(2)
5968(1)
16(1)
1

C10
163(2)
7910(2)
5339(1)
18(1)
1

C11
981(2)
7948(2)
4581(2)
17(1)
1

C12
2091(2)
7360(2)
5685(1)
17(1)
1

C13
841(2)
8779(2)
4015(1)
16(1)
1

C14
1228(2)
9646(2)
4259(2)
21(1)
1

C15
1080(2)
10392(2)
3724(2)
24(1)
1

C16
549(2)
10253(2)
2949(2)
22(1)
1

C17
148(2)
9404(2)
2691(2)
21(1)
1

C18
292(2)
8671(2)
3240(2)
21(1)
1

C19
972(2)
6603(2)
7827(2)
21(1)
1

C20
649(3)
6703(2)
8768(2)
35(1)
1

C21
2267(2)
6366(2)
7750(2)
27(1)
1

C22
(1077(2)
7827(2)
7343(2)
22(1)
1

C23
(1818(2)
6963(2)
7231(2)
30(1)
1

C24
(1647(2)
8647(2)
6886(2)
31(1)
1

C25
1407(2)
8662(2)
7433(2)
21(1)
1

C26
914(2)
9135(2)
8228(2)
32(1)
1

C27
1612(2)
9394(2)
6744(2)
27(1)
1

N1
2808(2)
2097(1)
5562(1)
24(1)
1

N2
404(2)
11041(2)
2378(2)
31(1)
1

O1
3743(2)
1913(1)
5897(1)
35(1)
1

O2
2148(2)
1514(1)
5270(1)
38(1)
1

O3
598(2)
11812(1)
2665(1)
45(1)
1

O4
97(2)
10899(1)
1645(1)
47(1)
1

O5
2520(1)
6473(1)
5485(1)
18(1)
1

O6
2120(1)
7953(1)
4965(1)
18(1)
1

Si1
519(1)
7605(1)
7130(1)
17(1)
1



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



C1(C2
1.375(3)

C1(C6
1.378(4)

C1(N1
1.480(3)

C2(C3
1.392(3)

C3(C4
1.395(3)

C4(C5
1.395(3)

C4(C7
1.510(3)

C5(C6
1.389(3)

C7(O5
1.435(3)

C7(C8
1.538(3)

C8(C9
1.555(3)

C9(C10
1.549(3)

C9(C12
1.557(3)

C9(Si1
1.924(2)

C10(C11
1.520(3)

C11(O6
1.441(3)

C11(C13
1.510(3)

C12(O5
1.417(3)

C12(O6
1.425(3)

C13(C18
1.383(3)

C13(C14
1.391(3)

C14(C15
1.384(3)

C15(C16
1.379(4)

C16(C17
1.379(3)

C16(N2
1.466(3)

C17(C18
1.382(3)

C19(C21
1.531(4)

C19(C20
1.536(3)

C19(Si1
1.897(2)

C22(C23
1.527(3)

C22(C24
1.538(3)

C22(Si1
1.891(2)

C25(C26
1.538(3)

C25(C27
1.538(3)

C25(Si1
1.905(2)

N1(O1
1.226(3)

N1(O2
1.227(3)

N2(O4
1.226(3)

N2(O3
1.229(3)

C2(C1(C6
122.7(2)

C2(C1(N1
118.0(2)

C6(C1(N1
119.2(2)

C1(C2(C3
118.6(2)

C2(C3(C4
120.4(2)

C3(C4(C5
119.2(2)

C3(C4(C7
121.4(2)

C5(C4(C7
119.4(2)

C6(C5(C4
120.8(2)

C1(C6(C5
118.2(2)

O5(C7(C4
109.29(18)

O5(C7(C8
104.12(17)

C4(C7(C8
115.11(19)

C7(C8(C9
105.37(18)

C10(C9(C8
111.54(19)

C10(C9(C12
102.12(18)

C8(C9(C12
102.31(18)

C10(C9(Si1
111.99(15)

C8(C9(Si1
113.88(15)

C12(C9(Si1
114.06(15)

C11(C10(C9
103.59(18)

O6(C11(C13
109.91(19)

O6(C11(C10
103.29(18)

C13(C11(C10
115.28(19)

O5(C12(O6
111.45(18)

O5(C12(C9
108.21(18)

O6(C12(C9
107.76(18)

C18(C13(C14
119.5(2)

C18(C13(C11
118.6(2)

C14(C13(C11
121.9(2)

C15(C14(C13
120.2(2)

C16(C15(C14
118.6(2)

C17(C16(C15
122.7(2)

C17(C16(N2
118.7(2)

C15(C16(N2
118.6(2)

C16(C17(C18
117.8(2)

C17(C18(C13
121.3(2)

C21(C19(C20
109.5(2)

C21(C19(Si1
113.18(18)

C20(C19(Si1
114.84(18)

C23(C22(C24
110.3(2)

C23(C22(Si1
112.25(16)

C24(C22(Si1
117.47(17)

C26(C25(C27
108.7(2)

C26(C25(Si1
111.59(17)

C27(C25(Si1
117.64(17)

O1(N1(O2
123.5(2)

O1(N1(C1
118.3(2)

O2(N1(C1
118.2(2)

O4(N2(O3
123.5(2)

O4(N2(C16
118.7(2)

O3(N2(C16
117.8(2)

C12(O5(C7
108.76(17)

C12(O6(C11
108.09(16)

C22(Si1(C19
107.13(11)

C22(Si1(C25
109.67(10)

C19(Si1(C25
109.12(11)

C22(Si1(C9
111.96(10)

C19(Si1(C9
107.90(10)

C25(Si1(C9
110.94(10)



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
24(1) 
12(1)
18(1) 
(2(1)
7(1) 
2(1)

C2
23(1) 
21(1)
19(1) 
0(1)
(1(1) 
1(1)

C3
22(1) 
17(1)
22(1) 
(1(1)
(1(1) 
(1(1)

C4
22(1) 
17(1)
12(1) 
1(1)
4(1) 
(1(1)

C5
22(1) 
22(1)
18(1) 
0(1)
0(1) 
0(1)

C6
22(1) 
19(1)
21(1) 
(6(1)
5(1) 
(5(1)

C7
18(1) 
18(1)
14(1) 
(1(1)
0(1) 
(2(1)

C8
17(1) 
18(1)
16(1) 
(2(1)
2(1) 
(2(1)

C9
15(1) 
17(1)
16(1) 
1(1)
0(1) 
0(1)

C10
19(1) 
20(1)
16(1) 
(1(1)
(3(1) 
1(1)

C11
19(1) 
15(1)
18(1) 
0(1)
0(1) 
1(1)

C12
21(1) 
14(1)
16(1) 
0(1)
2(1) 
1(1)

C13
17(1) 
14(1)
18(1) 
1(1)
3(1) 
3(1)

C14
24(1) 
19(1)
20(1) 
1(1)
(2(1) 
(2(1)

C15
24(1) 
17(1)
32(1) 
1(1)
(4(1) 
(3(1)

C16
16(1) 
21(1)
28(1) 
9(1)
3(1) 
3(1)

C17
21(1) 
24(1)
18(1) 
2(1)
(2(1) 
2(1)

C18
21(1) 
19(1)
22(1) 
(2(1)
(2(1) 
(2(1)

C19
24(1) 
24(1)
16(1) 
(1(1)
(4(1) 
(2(1)

C20
37(2) 
48(2)
19(1) 
7(1)
0(1) 
9(1)

C21
26(2) 
26(1)
28(1) 
7(1)
(2(1) 
2(1)

C22
18(1) 
31(1)
16(1) 
(3(1)
0(1) 
4(1)

C23
21(1) 
41(2)
29(1) 
(1(1)
0(1) 
(5(1)

C24
22(1) 
44(2)
28(2) 
(1(1)
1(1) 
13(1)

C25
19(1) 
23(1)
21(1) 
(5(1)
(2(1) 
1(1)

C26
37(2) 
32(2)
27(1) 
(12(1)
(2(1) 
2(1)

C27
31(2) 
20(1)
31(1) 
(3(1)
(3(1) 
(3(1)

N1
29(1) 
19(1)
24(1) 
(1(1)
6(1) 
2(1)

N2
19(1) 
29(1)
44(1) 
19(1)
(3(1) 
0(1)

O1
32(1) 
23(1)
50(1) 
3(1)
(2(1) 
7(1)

O2
45(1) 
17(1)
50(1) 
(9(1)
(4(1) 
(5(1)

O3
45(1) 
23(1)
68(1) 
19(1)
(18(1) 
(7(1)

O4
56(1) 
49(1)
36(1) 
25(1)
(14(1) 
1(1)

O5
16(1) 
14(1)
23(1) 
0(1)
2(1) 
0(1)

O6
17(1) 
17(1)
19(1) 
5(1)
2(1) 
(1(1)

Si1
16(1) 
20(1)
14(1) 
(2(1)
0(1) 
1(1)



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

Atom 
x
y
z
Ueq
S.o.f.
H2
3840
3542
6182
25
1

H3
3357
5104
6040
24
1

H5
511
4400
4663
25
1

H6
991
2840
4810
25
1

H7
1385
6027
4612
20
1

H8A
492
5874
6304
20
1

H8B
(206
6171
5462
20
1

H10A
(604
7656
5175
22
1

H10B
51
8529
5588
22
1

H11
887
7376
4235
21
1

H12
2561
7633
6156
20
1

H14
1595
9726
4794
25
1

H15
1339
10987
3887
29
1

H17
(215
9325
2155
25
1

H18
8
8082
3082
25
1

H19
536
6055
7614
26
1

H20A
(180
6855
8818
52
1

H20B
1115
7195
9024
52
1

H20C
805
6123
9064
52
1

H21A
2470
6289
7150
40
1

H21B
2426
5792
8056
40
1

H21C
2734
6863
7995
40
1

H22
(1125
7978
7961
26
1

H23A
(1444
6446
7522
45
1

H23B
(1891
6822
6625
45
1

H23C
(2593
7068
7473
45
1

H24A
(1165
9197
6965
47
1

H24B
(2423
8756
7124
47
1

H24C
(1714
8510
6279
47
1

H25
2196
8429
7595
25
1

H26A
785
8675
8672
48
1

H26B
174
9434
8087
48
1

H26C
1469
9597
8431
48
1

H27A
1932
9100
6235
41
1

H27B
2163
9855
6955
41
1

H27C
872
9693
6604
41
1
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