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Table 1. Atomic coordinates [ x 104] and equivalent isotropic
displacement parameters [A? x 103] for 5. U(eq) is defined as

one third of the trace of the orthogonalized Uij tensor.

x Y z U(eq)
8i 9908 (2) 2108(2) 9885 (1) 25(1)
0(1) 9810(4) 1873 (4) 9085(2) 28(1)
0(2) 11398 (4) 3204 (%) 9884 (2) 28(1)
0(3) 9941(4) 2082(4) 10679 (2) 26 (1)
0(4) 8349 (4) 3109 (4) 9841(2) 29(1)
0(5) 9780(4) 2683 (5) 8144 (2) 42(1)
0(6) 9934 (5) 3125(4) 11588 (2) 42(1)
0(7) 12622 (4) -2785(4) 11039(2) 39(1)
N 10620(5) ~738(5) 10465(2) 27(1)
C(1) 10064 (6) 1(6) 9889 (3) 28(1)
C(2) 10388 (6) ~2391(6) 10441 (2) 33(2)
Cc(3) 11077 (7) -3111(7) 10998 (3) 44(2)
C(4) 12213 (6) -404(6) 10556 (3) 33(2)
C(5) 12838(7) -1238(6) 11099 (3) 36(2)
C(16) 11881(6) 4079 (6) 9420(2) 23(1)
C(15) 12927 (6) 5143 (6) 9564 (3) 31(2)
c(14) 13455(7) 6096 (7) 9114 (3) 42(2)
C(13) 12942(7) 5939(7) 8529 (3) 40(2)
C(12) 11918(7) 4900(7) 8394 (3) 37(2)
C(1l1l) 11354(6) 3949 (6) 8827 (2) 23(1)
Cc(10) 10250(7) 2811(6) 8665(2) 27(2)
C(26) 7857 (6) 4138(6) 10249 (2) 26(1)
C(25) 6841(6) 5163 (6) 10048 (3) 30(2)
C(24) 6303 (6) 6239 (6) 10432 (3) 37(2)
C(23) 6774(6) 6288(7) 11027 (3) 33(2)
C(22) 7772(6) 5240(6) 11230(2) 32(2)
C(21) 8356 (6) 4164 (6) 10837 (2) 25(1)
C(20) 9480(6) 3097 (6) 11072(3) 31(2)




Table 2. Bond lengths [A] and angles [o] for 5.

8i-0(2) 1.666(4) 8i-0(4) 1.671(4)
8i-0(3) 1.762(4) 8i-0(1) 1.791(4)
8i-c(1) 1.903(5) 0(1)-C(10) 1.320(7)
0(2)-C(16) 1.368(6) 0(3)-C(20) 1.330(6)
0(4)-C(26) 1.369(6) 0(5)~-C(10) 1.237(6)
0(6)~-C(20) 1.216(6) 0(7)-¢(5) 1.414(7)
0(7)-¢(3) 1.426(7) N-H 1.16(4)
N-C(4) 1.480(7) N-C(2) 1.504(6)
N-C(1) 1.525(7) c(2)-c(3) 1.529(7)
C(4)-C(5) 1.528(7) C(16)-C(15) 1.381(7)
c(16)~C(11) 1.405(7) Cc(15)-C(14) 1.399(8)
c(14)-C(13) 1.386(8) c(13)-c(12) 1.348(8)
c(12)~-C(11) 1.384(8) c(11)-C(10) 1.473(8)
C(26)~-C(25) 1.374(7) C(26)-C(21) 1.382(7)
C(25)-C(24) 1.379(8) C(24)~-C(23) 1.387(8)
C(23)-C(22) 1.379(7) C(22)-C(21) 1.406(7)
C(21)~-C(20) 1.490(8)

0(2)-8i-0(4) 110.9(2) 0(2)~-8i-0(3) 89.8(2)
0(4)-8i-0(3) 94.6(2)  0(2)-8i-0(1) 96.2(2)
0(4)-8i-0(1) 87.9(2) 0(3)-8i-0(1) 172.2(2)
0(2)-8i-C(1) 122.1(2) 0(4)-8i-C(1) 126.9(2)
0(3)~-8i-C(1) 88.9(2) 0(1)~-8i-C(1) 83.7(2)
Cc(10)-0(1)-8i - 127.6(4) C(16)-0(2)-8i 126.9(3)
C(20)-0(3)-8i 129.8(4) C(26)-0(4)-8i 126.8(3)
Cc(5)-0(7)=-C(3) 110.1(5) H-N-C(4) 107 (2)
H-N-C(2) 115(2) C(4)-N-C(2) 109.9(4)
H-N-C(1) 104(2) C(4)-N-C(1) 110.1(4)
Cc(2)-N-C(1) 110.9(4) N-C(1)-Si 117.6(4)
N-C(2)-C(3) 109.6(4) 0(7)-C(3)-C(2) 111.2(5)
N-C(4)-C(5) 111.4(4) 0(7)~-C(5)-C(4) 111.1(5)
0(2)-C(16)-C(15) 116.3(5) 0(2)-Cc(16)-C(11) 123.3(5)
C(15)~-C(16)~-C(11) 120.3(5) C(16)-C(15)~C(14) 119.5(6)
Cc(13)~C(14)~C(15) 119.5(6) Cc(12)-C(13)~-C(14) 120.6(6)
Cc(13)-C(12)=-C(11) 121.7(6) c(12)-C(11)-C(16) 118.4(5)
€(12)~-C(11)~-C(10) 120.6(5) €(16)-C(11)=-C(10) 121.0(5)
0(5)-C(10)-0(1) 119.9(5) 0(5)-C(10)~-C(11) 121.6(5)
0(1)-c(10)-c(11) 118.4(5) 0(4)-C(26)-C(25) 117.2(5)
0(4)-C(26)-C(21) 122.1(5) C(25)-C(26)-C(21) 120.7(5)
C(26)-C(25)~C(24) 120.5(5) C(25)~-C(24)~-C(23) 120.2(6)
C(22)-C(23)-C(24) 119.3(6) C(23)-C(22)-C(21) 120.9(6)
C(26)-C(21)-C(22) 118.5(5) . C€(26)-C(21)-C(20) 122.7(5)
C(22)-C(21)-C(20) 118.8(5) 0(6)-C(20)-0(3) 121.8(5)
0(6)-C(20)-C(21) 123.0(5) 0(3)-C(20)~-C(21) 115.3(5)

Symmetry transformations used to generate equivalent atoms:




Table 3. Anisotropic displacement parameters [A? x 103] for S.
The anisotropic displacement factor exponent takes the form:

2 2 h * 2U 2hk *b*
-2 [ (ha ) 11 + .0 + a U12 ]

ull v22 U33 u23 u13 U1z
si 26(1) 26(1) 24(1) 1(1) -3(1) 0(1)
o(l) 34(2) 28(2) 23(2) -1(2) -4(2) -2(2)
0(2) 31(2) 26(2) 26(2) 7(2) -4(2) -8 (2)
0(3) 30(2) 24(2) 22(2) 2(2) -3(2) -2(2)
0(4) 33(2) 28(2) 25(2) -3(2) -5(2) 6(2)
0(5) 46 (3) 55(3) 24(2) -5(2) -5(2) 6(2)
0(6) 69(3) 40(3) 18(2) 5(2) -10(2) -1(2)
o(7) 31(3) 25(2) 60(3) 10(2) ~8(2) 0(2)
N 32(3) 17(3) 31(3) 3(2) -1(2) 7(2)
c(l) 27(3) 30(3) 25(3) -1(3) 1(3) -2(3)
c(2) 34(4) 23(3) 41(4) 3(3) -3(3) -2(3)
c(3) 41(4) 30(4) 60(5) 24(3) -6 (4) -3(3)
c(4) 20(3) 28(3) 51(4) 5(3) -5(3) -4(3)
c(5) 34(4) 31(4) 43(4) 4(3) -8(3) ~4(3)
c(16) 22(3) 17(3) 30(3) 0(3) 4(3) 5(3)
c(15) 26 (4) 33(4) 35(4) 13(3) -1(3) -6(3)
c(14) 28(4) 39(4) 57(4) 13(3) 4(3) -3(3)
c(13) 49 (4) 37(4) 33(4) 21(3) 16 (3) 6(4)
c(12) 36(4) 40(4) 35(4) 6(3) 4(3) 14(4)
c(11) 27(3) 22(3) 20(3) 4(3) -2(3) 13(3)
c(10) 34(4) 25(3) 23(4) -8(3) -3(3) 13(3)
c(26) 22(3) 32(3) 24(3) -4(3) -1(3) -8(3)
c(25) 26 (4) 36(4) 28(4) -6(3) -4(3) -1(¢3)
c(24) 31(4) 35(4) 44(4) -6(3) -5(3) -2(3)
c(23) 29(3) 29(4) 41(4) -2(3) 14(3) 2(3)
c(22) 42(4) 24(3) 29(3) -5(3) 12(3) -16(3)
c(21) 30(3) 20(3) 26(3) 8(3) 8(3) -11(3)

c(20) 34(4) 28(4) 30(4) 3(3) 2(3) -13(3)




Table 4. Hydrogen coordinates ( x 104) and isotropic

displacement parameters (A? x 103) for 5.

x § z U(eq)
H 9980 (6) -140(5) 10847 (18) 32
H(1lA) 9072 ~412 9796 33
H(1B) 10736 -292 9557 33
H(2A) 10854 -2799 10073 39
H(2B) 9312 -2614 10426 39
H(3A) 10566 -2743 11364 52
H(3B) 10936 -4200 10978 52
H(4A) 12340 677 10617 40
H(4B) 12775 -688 10190 40
H(5A) 13913 -1026 11136 43
H(5B) 12342 -885 11470 43
H(15) 13286 5228 9965 37
H(14) 14159 6846 9210 50
H(13) 13316 6568 8221 48
H(12) 11574 4819 7990 44
H(25) 6508 5131 9642 36
H(24) 5607 6950 10289 44
H(23) 6413 7034 11291 39

H(22) 8069 5246 11640 38




Table 1. Atomic coordinates [ x 104] and equivalent isotropic

displacement parameters [A? x 103] for 5 x CH3CN. U(eq) is

defined as one third of the trace of the orthogonalized Uij

tensor.
x b'4 z U(eq)
8i 2338(1) 6648(1) 6363 (1) 20(1)
o(1l) 3175(1) 4894(1) 6568 (1) 24(1)
0(2) 650(1) 6461(1) 7083 (1) 24(1)
0(3) 1578(1) 8444 (1) 6010(1) 22(1)
0(4) 3643(1) 6567 (1) 7276(1) 27(1)
0(5) 3865(1) 2735(1) 7687(1) 38(1)
0(6) 1055(1) 10546 (1) 6092(1) 26(1)
0(7) 2374(1) 10201(1) 1394 (1) 38(1)
N 2098(1) 8163(1) 3713(1) 21(1)
C(1) 2663(2) 6818(1) 4661(1) 24(1)
C(2) 3111(2) 9103(1) 3484 (1) 26(1)
C(3) 2444 (2) 10424 (2) 2526 (2) 35(1)
C(4) 1965(2) 7959 (2) 2511(1) 29(1)
C(5) 1418(2) 9319(2) 1545(1) 37(1)
Cc(16) 361(2) 5313(1) 7920(1) 23(1)
C(15) -1069(2) 5454 (1) 8560(1) 29(1)
C(1l4) -1418(2) 4345(2) 9462(1) 33(1)
c(13) -356(2) 3079(1) 9742(1) 32(1)
C(12) 1052 (2) 2934(1) 9100(1) 28(1)
C(1l) 1427 (2) 4041 (1) 8176(1) 23(1)
Cc(10) 2928(2) 3839(1) 7473(1) 23(1)
C(26) 3698(1) 7494(1) 7815(1) 23(1)
C(25) 4671(2) 7041(2) 8776 (1) 30(1)
C(24) 4798 (2) 7937(2) 9355(1) 35(1)
C(23) 3983(2) 9300(2) 8972(2) 35(1)
C(22) 3020(2) 9747 (2) 8023(1) 29(1)
C(21) 2841(1) 8847(1) 7450(1) 22(1)
C(20) 1763 (1) 9343(1) 6466 (1) 20(1)
N(2) 5442(3) 9228(3) 5239(3) 43(1)
C(31) 6279 (4) 8201(4) 5318(3) 36(1)
C(32) 7331(12) 6886 (10) 5414(10) 67(3)
N(2’) 439(4) 14228 (4) 5288(4) 59 (1)
Cc(31’) 1548 (4) 13571(4) 4984 (3) 39(1)

c(32') 2940(10) 12765(9) 4607(9) 57(2)




Table 2. Bond lengths [A] and angles [°] for 5 x CH_CN.

3

8i~0(2) 1.6700(10) 8i-0(4) 1.6732(10)
8i-0(1) 1.7709(9) 8i-0(3) 1.7830(9)
si-c(1) 1.9058 (14) 0(1)~C(10) 1.315(2)
0(2)-C(16) 1.362(2) 0(3)~C(20) 1.309(2)
0(4)-C(26) 1.360(2) 0(5)~-C(10) 1.220(2)
0(6)-C(20) 1.229(2) 0(7)-C(5) 1.421(2)
0(7)-C(3) 1.424(2) N-H 0.91(2)
N-C(2) 1.497(2) . N=C(1) 1.500(2)
N-C(4) 1.510(2) C(1)-H(1B) 0.96(2)
c(1)-H(1A) 0.97(2) C(2)-H(2An) 0.94(2)
C(2)-H(2B) 0.98(2) c(2)-c(3) 1.509(2)
C(3)-H(3Rn) 0.95(2) c(3)-H(3B) 1.03(2)
C(4)-H(4B) 0.98(2) C(4)-H(4A) 0.99(2)
c(4)-C(5) 1.516(2) c(5)-H(5A) 1.00(2)
c(5)~H(5B) 1.02(2) C(16)-C(15) 1.395(2)
Cc(16)-C(11) 1.400(2) C(15)-H(15) 0.98(2)
C(15)-C(14) 1.382(2) C(14)-H(14) 0.99(2)
c(14)-C(13) 1.393(2) C(13)-H(13) 0.96(2)
c(13)-C(12) 1.380(2) c(12)-H(12) 0.97(2)
c(12)-c(11) 1.401(2) c(11)-c(10) 1.482(2)
C(26)-C(21) 1.395(2) C(26)-C(25) 1.396(2)
C(25)-H(25) 0.96(2) C(25)~C(24) 1.385(2)
C(24)-H(24) 0.96(2) c(24)-C(23) 1.393(2)
C(23)-H(23) 0.98(2) c(23)-C(22) 1.380(2)
C(22)-H(22) 1.02(2) c(22)-c(21) 1.402(2)
c(21)~-C(20) 1.475(2) N(2)-C(31) 1.133(4)
c(31)-c(32) 1.443(8) N(2’)-C(31') 1.138(5)
c(31')-C(32') 1.417(8)

0(2)-8i~-0(4) 114.36(5) 0(2)-8i-0(1) 95.83(5)
0(4)-Si-0(1) 87.29(5)  0(2)-8i-0(3) 88.31(5)
0(4)-Si-0(3) 94.36(5) 0(1)-8i-0(3) 174.46(5)
0(2)-8i-C(1) 119.47(6) 0(4)-8i-C(1) 126 .05 (6)
o(1)-8i-C(1) 84.28(5) 0(3)-8i-C(1) 90.49(5)
€(10)~-0(1)-8i 128.86(8) C(16)~0(2)-8i 126.92(8)
€(20)-0(3)-Si 132.98(8) C(26)-0(4)-Si 129.00(8)
C(5)-0(7)-C(3) 110.40(12) H-N-C(2) 106.9(11)
H-N-C(1) 109.7(11) c(2)-N-C(1) 113.36(10)
H-N-C(4) 108.3(11) C(2)-N-C(4) 108.05(11)
C(1)-N-C(4) 110.39(10) H(1B)-C(l)-H(1A) 108 (2)
H(1B)~-C(1)~-N 104.2(11) H(1A)~C(1)=-N 105.7(11)
H(1B)-C(1)-Si 105.0(11) H(1A)-C(1)-Si 112.6(11)
N-C(1)-8i 120.69(8) H(2A)-C(2)-H(2B) 109.5(14)
H(2A)~C(2)-N 106.8(11) H(2B)-C(2)-N 107.5(10)
H(2R)-C(2)-C(3) 111.6(11) H(2B)-C(2)~C(3) 111.9(10)
N-C(2)-C(3) 109.35(12) H(3A)-C(3)-H(3B) 109 (2)
H(3A)-C(3)~0(7) 107.7(13) H(3B)~C(3)-0(7) 111.0(10)
H(3A)-C(3)-C(2) 108.8(13) H(3B)-C(3)-C(2) 110.0(10)
0(7)-C(3)-C(2) 110.83(11) H(4B)-C(4)-H(4A) 111(2)
H(4B)~C(4)-N 105.6(11) H(4A)-C(4)~N 107.1(11)
H(4B)-C(4)-C(5) 110.5(11) H(4A)-C(4)-C(5) 111.8(11)
N-C(4)-C(5) 110.47(12) H(5A)-C(5)-H(5B) 106 (2)
H(5A)-C(5)-0(7) 109.2(12) - H(5B)~-C(5)-0(7) 111.2(11)
H(5R)~-C(5)-C(4) 107.0(11) H(5B)-C(5)~C(4) 110.7(11)
0(7)-C(5)=C(4) 112.25(12) 0(2)-C(16)-C(15) 116.79(11)
0(2)-C(16)-C(11) 123.37(12) C€(15)-C(16)-C(11) 119.82(12)
H(15)-C(15)-C(14) 120.9(11) H(15)-C(15)~-C(16) 119.1(11)
C(14)-C(15)-C(16) 120.00(12) H(1l4)-C(14)-C(15) 118.9(11)
H(14)-C(14)-C(13) 120.3(11) c(15)-C(14)~-C(13) 120.77(14)




H(13)~C(13)~-C(12)
Cc(12)~-C(13)-C(14)
H(12)-C(12)~-C(11)
Cc(16)-C(11)-C(12)
c(12)-C(11)-C(10)
0(5)-C(10)-C(11)
0(4)~-C(26)-C(21)
€(21)~C(26)~-C(25)
H(25)-C(25)-C(26)
H(24)-C(24)-C(25)
C(25)~-C(24)~-C(23)
H(23)-C(23)=-C(24)
H(22)-C(22)-C(23)
C(23)~C(22)-C(21)
C(26)-C(21)-C(20)
0(6)-C(20)-0(3)
0(3)~-C(20)~-C(21)

N(2’)-C(31')-C(32')

120.2(11)
119.31(13)
118.6(12)
119.12(12)
119.58(11)
121.88(12)
123.20(11)
119.73(13)
116.3(13)
120.1(12)
120.62(13)
121.7(11)
121.4(12)
120.90(13)
120.95(11)
121.04(11)
117.16(10)
179.2(5)

H(13)-C(13)-C(14)
H(12)-C(12)-C(13)
Cc(13)-C(12)-C(11)
Cc(16)-C(11)-C(10)
0(5)-C(10)-0(1)
0(1)-Cc(10)-C(11)
0(4)~C(26)~C(25)
H(25)-C(25)~C(24)
C(24)-C(25)~-C(26)
H(24)~-C(24)~-C(23)
H(23)~-C(23)-C(22)
C(22)-C(23)-C(24)
H(22)-C(22)-C(21)
C(26)-C(21)~C(22)
C(22)-C(21)-C(20)
0(6)-C(20)-C(21)
N(2)-C(31)-C(32)

120.5(11)
120.4(12)
120.96(12)
121.29(12)
121.31(12)
116.75(10)
117.07(12)
123.7(13)
120.06(14)
119.3(12)
118.9(11)
119.33(14)
117.6(12)
119.29(12)
119.76(12)
121.79(11)
179.3(5)




Table 3. Anisotropic displacement parameters [A2 x 103] for 5 x CH3CN.

The anisotropic displacement factor exponent takes the form: --2'rr2 [

ha')? 2hka’'b"
(ha )%u, 4+ ... 4 abu, ]

ul1 U22 U33 U23 U13 U12
si 19(1) 16 (1) 21(1) -3(1) -1(1) -3(1)
o(1) 25(1) 18(1) 25(1) -4(1) 3(1) -3(1)
0(2) 22(1) 17(1) 27(1) ~-1(1) 1(1) ~-3(1)
0(3) 25(1) 18(1) 22(1) -5(1) -4(1) -4(1)
0(4) 25(1) 21(1) 31(1) -6(1) -7(1) -2(1)
0(5) 37(1) 20(1) 38(1) -2(1) 7(1) 5(1)
0(6) 25(1) 19(1) 33(1) -8(1) ~2(1) -2(1)
0(7) 42(1) 34(1) 25(1) 2(1) 7(1) -7(1)
N 21(1) 20(1) 19(1) -4(1) 1(1) -4(1)
c(1) 28(1) 17(1) 24(1) -4(1) -1(1) -4(1)
c(2) 28(1) 26(1) 27(1) -8(1) 5(1) -11(1)
c(3) 42(1) 23(1) 33(1) -5(1) 12(1) -9 (1)
c(4) 32(1) 34(1) 22(1) -10(1) -1(1) -9(1)
c(5) 32(1) 46(1) 22(1) -2(1) -2(1) -6(1)
c(16) 24(1) 20(1) 22(1) -3(1) -2(1) -6(1)
c(15) 23(1) 25(1) 33(1) -4(1) 1(1) -4(1)
c(14) 28(1) 33(1) 33(1) -3(1) 5(1) -11(1)
c(13) 39(1) 26(1) 28(1) -2(1) 3(1) -12(1)
c(12) 35(1) 20(1) 25(1) -3(1) -2(1) -6(1)
c(11) 26(1) 19(1) 21(1) -5(1) -2(1) -4(1)
c(10) 27(1) 18(1) 22(1) -5(1) -2(1) -3(1)
c(26) 19(1) 26 (1) 22(1) -5(1) 1(1) -9(1)
c(25) 25(1) 36(1) 26(1) -1(1) -5(1) -10(1)
c(24) 27(1) 55(1) 26 (1) -10(1) -4(1) ~16(1)
c(23) 29(1) 51(1) 34(1) -23(1) 1(1) -13(1)
c(22) 25(1) 36(1) 32(1) -18(1) 1(1) -8(1)
c(21) 18(1) 26(1) 22(1) -7(1) 2(1) -7(1)
c(20) 18(1) 20(1) 21(1) ~7(1) a(1) -6(1)
N(2) 36(1) 51(2) 47(2) -20(1) 6(1) -17(1)
c(31) 36(2) 43(2) 35(2) -13(1) 0(1) -18(2)
c(32) 95(6) 46 (4) 64(4) -20(3) -32(4) -5(3)
N(2') 45(2) 62(2) 85(3) -41(2) -6(2) -13(2)
c(31’) 39(2) 40(2) 44(2) -15(2) -4(1) -16(1)

c(32’) 49(3) 59(5) 60(4) -13(3) 19(3) -25(4)




Table 4. Hydrogen coordinates ( x 104) and isotropic

displacement parameters (A? x 103) for 5 x CH3CN.

x Y z U(eq)
H 1160(2) 8595(17) 3963 (16) 27(4)
H(1B) 2110(2) 6239(18) 4540(17) 34(4)
H(1lA) 3730(2) 6490(18) 4422(17) 34(49)
H(2B) 3178(19) 9239(17) 4264(16) 27(4)
H(2A) 4090(2) 8655(18) 3220(17) 32(4)
H(3B) 1370(2) 10886 (18) 2834(17) 34(4)
H(3A) 3100(2) 11010(2) 2390(2) 52(6)
H(4B) 3000(2) 7485 (18) 2277(17) 32(4)
H(4A) 1240(2) 7383(18) 2667(17) 35(5)
H(5B) 300(2) 9769(18) 1741(17) 37(5)
H(5A) 1440(2) 9127(19) 758(19) 41(5)
H(15) -1820(2) 6345(18) 8357(17) 35(5)
H(14) -2420(2) 4469(19) 9918(18) 38(5)
H(13) -600(2) 2312(19) 10366 (18) 36(5)
H(12) 1820(2) 2072(19) 9307 (18) 39(5)
H(25) 5210(2) 6100(2) 9000 (2) 48(5)
H(24) 5480(2) 7630(2) 10005(19) 43(5)
H(23) 4100(2) 9958 (19) 9344 (18) 40(5)
H(22) 2450(2) 10740(2) 7690(2) 48(5)
H(32A) 6869 6172 5968 101
H(32B) 8287 6835 5738 101
H(32C) 7551 6759 4602 101
H(32D) 3804 12881 4937 86
H(32E) 3059 13052 3710 86

H(32F) 2921 11806 4913 86




Table 1. Atomic coordinates [ x 104] and equivalent isotropic
displacement parameters [A? x 103] for 6. U(eq) is defined as

one third of the trace of the orthogonalized Uij tensor.

x Y z U(eq)
8i 1605(1) 2106(1) 1021(1) 26(1)
0(1) 11(2) 1512(2) 620(1) 31(1)
0(2) 2254 (2) 3513(2) 732(1) 31(1)
0(3) 3195(2) 2538(2) 1457 (1) 31(1)
0(4) 122(2) 2462 (2) 1338(1) 32(1)
0(5) -1497(2) 1239 (2) -24(1) 45(1)
0(6) 4534(2) 3795(2) 2012(1) 48(1)
N 4179(2) -182(2) 1225(1) 26(1)
C(1) 2551(3) 200(3) 961(1) 32(1)
C(10) -334(3) 1820(3) 199(1) 33(1)
C(1l1l) 755(3) 2930(3) 17(1) 33(1)
C(12) 522(3) 3231(3) -434(1) 47(1)
C(13) 1435(4) 4299 (4) -616(1) 56 (1)
C(14) 2605 (4) 5083 (3) -344(1) 54(1)
C(15) 2878 (3) 4806 (3) 103(1) 42(1)
C(1l6) 1945(3) 3721(2) 287 (1) 32(1)
C(20) 3247 (3) 3453(2) 1798(1) 29(1)
C(21) 1617 (3) 3981(2) 1907 (1) 28(1)
C(22) 1536 (3) 5011(3) 2246 (1) 39(1)
C(23) 35(4) 5467 (3) 2364(1) 46 (1)
C(24) -1398(3) 4879 (3) 2145(1) 39(1)
C(25) ~1354(3) 3868(3) 1807 (1) 31(1)
C(26) 168(3) 3428(2) 1682(1) 26(1)
C(31) 4076 (3) ~-1507(3) 1541(1) 44 (1)
C(32) 5740(4) -1653(4) 1822(1) 57(1)
C(33) 7200 (4) -1744(3) 1556 (1) 50(1)
Cc(34) 7214 (3) -380(3) 1267 (1) 43(1)
C(35) 5649 (3) -163(2) 947 (1) 30(1)
C(36) 2796 (5) -1071(¢4) 1848 (1) 77(1)
C(37) 3570 (4) -2948(3) 1292(1) 63(1)
C(38) 5481 (3) =1329(3) 583 (1) 44(1)

c(39) 5678(3) 1392(3) 745(1) 48(1)




Table 2. Bond lengths [A] and angles [O] for 6.

8i-0(2) 1.664(2) Si-0(4) 1.6741(14)
8i-0(1) 1.758(2) 8i-0(3) 1.786(2)
8i-C(1) 1.893(2) 0(1)~-C(10) 1.312(3)
0(2)-C(16) 1.363(3) 0(3)-C(20) 1.323(3)
0(4)-C(26) 1.358(2) 0(5)-C(10) 1.217(3)
0(6)~C(20) 1.209(3) N-H 0.94(3)
N-C(1) 1.510(3) N-C(31) 1.539(3)
N-C(35) 1.556(2) €c(10)-Cc(11) 1.488(3)
Cc(11)~C(16) 1.390(3) - c(1l)-c(12) 1.392(3)
c(12)-c(13) 1.372(4) C(13)-C(14) 1.380(5)
Cc(14)-C(15) 1.378(4) C(15)-C(16) 1.396(3)
Cc(20)-c(21) 1.492(3) c(21)-C(26) 1.388(3)
Cc(21)-C(22) 1.393(3) c(22)-C(23) 1.385(4)
C(23)~-C(24) 1.382(4) C(24)-C(25) 1.377(3)
C(25)~C(26) 1.403(3) c(31)~-C(32) 1.523(4)
c(31)-C(37) 1.530(4) C(31)~C(36) 1.539(3)
€(32)-C(33) 1.527(4) C(33)-C(34) 1.509(4)
c(34)-C(35) 1.525(3) c(35)-C(38) 1.519(3)
C(35)-C(39) 1.526(3)

0(2)-8i-0(4) 117.66(8) 0(2)-8Si-0(1) 96.78(8)
0(4)-Si~-0(1) 86.04(7) 0(2)-8i-0(3) 88.84(8)
0(4)-8i-0(3) 92.41(7) 0(1)-8i-0(3) 174.25(8)
0(2)-8i-C(1) 118.09(9) 0(4)~8i~-C(1) 124.23(9)
0(1)-8i-C(1) 86.40(9) 0(3)-8i~-C(1) 89.91(9)
C(10)~0(1)-Si 132.1(2) C(16)-0(2)-Si 126.8(2)
C(20)-0(3)-8i 132.17(14) C(26)-0(4)-5i 127.99(14)
H~-N-C(1) 101(2) H-N-C(31) 103.2(14)
c(1)-N-C(31) 113.4(2) H-N-C(35) 106.0(14)
C(1)-N-C(35) 113.4(2) C(31)-N-C(35) 117.2(2)
N-C(1)-Si 119.8(2) 0(5)-C(10)-0(1) 121.0(2)
0(5)=C(10)~-C(11) 122.8(2)  0(1)-C(10)=-C(11) 116.1(2)
C(16)~C(11)=C(12) 119.2(2) C(16)-C(11)-C(10) 121.8(2)
Cc(12)~-C(11)~C(10) 118.9(2) c(13)-c(12)~C(11) 121.3(3)
c(12)~C(13)~-C(14) 119.0(2) C(15)-C(14)-C(13) 121.3(3)
€(14)-C(15)-C(16) 119.5(3) 0(2)-C(16)-C(11) 123.5(2)
0(2)-C(16)-C(15) 116.8(2) C(11)-C(16)~C(15) 119.7(2)
0(6)-C(20)~0(3) 121.6(2) 0(6)~-C(20)-C(21) 122.9(2)
0(3)-C(20)~C(21) 115.4(2) C(26)~C(21)-C(22) 119.2(2)
C(26)~C(21)~C(20) 120.7(2) €(22)-C(21)-C(20) 120.1(2)
C(23)-C(22)-C(21) 120.9(2) C(24)-C(23)-C(22) 119.2(2)
C(25)-C(24)~C(23) 121.0(2) C(24)-C(25)-C(26) 119.6(2)
0(4)-C(26)-C(21) 123.4(2) 0(4)~C(26)~C(25) 116.6(2)
C(21)-C(26)-C(25) 119.9(2) C(32)-C(31)-C(37) 112.1(2)
€(32)-C(31)~N 107.7(2) C(37)~-C(31)-N 111.8(2)
C(32)~C(31)~C(36) 108.0(2) C(37)-C(31)-C(36) 110.8(3)
N-C(31)-C(36) 106.3(2) c(31)-c(32)-c(33) 114.3(2)
C(34)-C(33)-C(32) 109.3(2) C(33)-C(34)~-C(35) 114.3(2)
C(38)~-C(35)~-C(34) 111.9(2) c(38)-C(35)-C(39) 109.7(2)
C(34)-C(35)~C(39) 108.8(2) c(38)-C(35)-N 112.6(2)
C(34)-C(35)~N 107.2(2) C(39)-C(35)-N 106.4(2)

Symmetry transformations used to genérate equivalent atoms:




Table 3. Anisotropic displacement parameters [A? x 103] for 6.
The anisotropic displacement factor exponent takes the form:

2 2 h * 2U + 2h *b*
=27 [ (ha ) 11 + .. 2hka U12 }

U1l u22 U33 v23 U13 u12
8i 19(1) 28(1) 31(1) -a(1) 6(1) 0(1)
o(1) 22(1) 38(1) 34(1) -6(1) a(1) -1(1)
0(2) 25(1) 29(1) 39(1) 0(1) 5(1) -1(1)
0(3) 24(1) 32(1) 37(1) -9(1) 6(1) 3(1)
0(4) 23(1) 37(1) 36(1) -9(1) 8(1) -1(1)
0(5) 26(1) 63(1) a5(1) -20(1) -3(1) a(1)
0(6) 28(1) 65(1) 48(1) -21(1) -4(1) 0(1)
N 21(1) 28(1) 30(1) -3(1) 6(1) 2(1)
c(1) 20(1) 35(1) 40(1) -7(1) 3(1) 2(1)
c(10) 22(1) 42(1) 36(1) -11(1) a(1) 10(1)
c(11) 24(1) 39(1) 37(1) ~1(1) 9(1) 13(1)
c(12) 41(2) 62(2) 39(1) -1(1) 6(1) 28(1)
c(13) 65(2) 61(2) 47(2) 18(1) 26(2) 38(2)
c(14) 64(2) 39(2) 68(2) 23(1) 39(2) 26 (1)
c(15) 36(2) 32(1) 61(2) 11(1) 20(1) 10(1)
c(16) 27(1) 30(1) 41(1) 5(1) 14(1) 12(1)
€(20) 29(1) 28(1) 31(1) -2(1) 1(1) 1(1)
c(21) 31(1) 28(1) 26(1) 2(1) 7(1) 3(1)
c(22) 42(2) 37(1) 36(1) -5(1) 3(1) 1(1)
c(23) 54(2) 47(2) 38(1) -11(1) 12(1) 10(1)
c(24) 40(2) 43(1) 37(1) -3(1) 16(1) 13(1)
c(25) 26(1) 34(1) 33(1) 4(1) 9(1) 7(1)
c(26) 28(1) 25(1) 27(1) 3(1) 7(1) 3(1)
c(31) 49(2) 39(1) 48(1) 15(1) 22(1) 10(1)
c(32) 70(2) 59(2) 41(1) 11(1) 5(1) 19(2)
c(33) 44(2) 52(2) 51(1) 1(1) -11(1) 17(1)
c(34) 26(1) 40(1) 62(2) -3(1) 1(1) a(1)
c(35) 20(1) 32(1) a1(1) 2(1) 11(1) 4(1)
c(36) 90(3) 70(2) 83(2) 35(2) 59(2) 25(2)
c(37) 51(2) 34(2) 108(2) 11(2) 20(2) -4(1)
c(38) 42(2) 54(2) 37(1) -6(1) 9(1) 20(1)

c(39) 37(2) 46 (2) 65(2) 20(1) 26 (1) 10(1)




Table 4. Hydrogen coordinates ( x 104) and isotropic

displacement parameters (A? x 103) for 6.

x 4 z U(eq)
H 4330(3) 640(3) 1416 (7) 32(6)
H(1lA) 1740 -552 1033 38
H(1B) 2682 66 645 38
H(12) -285 2688 -620 57
H(13) 1265 4495 -924 68
H(14) 3235 5829 -467 65
H(15) 3695 5349 285 50
H(22) 2524 5406 2397 46
H(23) -9 6176 2594 55
H(24) -2429 5178 2228 47
H(25) -2347 3471 1659 37
H(32Aa) 5729 -2561 2006 68
H(32B) 5897 -785 2023 68
H(33A) 8239 -1799 1759 60
H(33B) 7111 -2655 1371 60
H(34a) 8160 -453 1094 52
H(34B) 7385 513 1458 52
H(36A) 2871 -1762 2099 115
H(36B) 1691 -1123 1685 115
H(36C) 3013 -52 1957 115
H(37a) 4549 -3435 1203 95
H(37B) 2802 -2713 1029 95
H(37C) 3037 -3620 1484 95
H(38A) 6317 -1154 385 66
H(38B) 4383 ~-1260 416 66
H(38C) 5634 -2326 714 66
H(39A) 5595 2145 974 71
H(39B) 4747 1500 512 71

H(39C) 6710 1532 618 71




