Table 1. Crystal data and structure refinement for SIN4O4C22H32.

Identification code enc024s

Empirical formula C22 H32 N4 04 Si

Formula weight 444.61

Temperature 168(2) K

Wavelength 0.71073 A

Crystal system, space group Monoclinic, P2(1)/n

Unit cell dimensions a = 15.430(3) A alpha = 90 deg.

b =9.2471(17) A beta = 114.501(4) degq.
c = 18.504(3) A gamma = 90 deg.

Volume 2402.5(8) AN3

Z, Calculated density 4, 1.229 Mg/m~3
Absorption coefficient 0.132 mm~-1
F(000) 952

Crystal size .05 x .04 x .4 mm

Theta range for data collection 2.24 to 22.08 deg.

Limiting indices -16<=h<=16, -9<=k<=9, -19<=I<=19
Reflections collected / unique 12976 / 2959 [R(int) = 0.0832]
Completeness to theta = 22.08 99.6 %

Absorption correction SADABS

Refinement method Full-matrix least-squares on F/2
Data / restraints / parameters 2959/ 0/ 291

Goodness-of-fit on FA2 1.043

Final R indices [I>2sigma(I)] R1 = 0.0683, wR2 = 0.1500

R indices (all data) R1 =0.1175, wR2 = 0.1754
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Largest diff. peak and hole

0.673 and -0.248 e.A"-3

Table 2. Atomic coordinates ( x 10°4) and equivalent isotropic
displacement parameters (A2 x 107 3) for SiNAO4C22H32.
U(eq) is defined as one third of the trace of the orthogonalized

Uij tensor.

X z U(eq)
Si(1) 8085(1) 862(2) 11077(1) 46(1)
N(1) 5480(3) 813(5) 3216(2) 48(1)
N(2) 5344(3) 1574(4) 3725(2) 40(1)
N(3) 7065(3) -438(4) 6861(2) 38(1)
N(4) 7920(3) -413(5) 8204(2) 41(1)
0(1) 7347(2) 1693(3) 7546(2) 43(1)
0(2) 7363(3) 2198(4) 10704(2) 67(1)
0(3) 8848(3) 1214(4) 11971(2) 71(1)
0(4) 7490(3) -505(4) 11136(2) 80(1)
C(1) 6829(4) 2958(7) 11041(3) 69(2)
C(2) 6051(5) 3770(7) 10417(4) 86(2)
C(3) 9806(6) 1795(9) 12220(4) 111(3)
Cc(4) 10349(5) 1726(9) 13051(4) 117(3)
C(5) 7647(7) -1432(8) 11719(5) 133(3)
C(6) 7137(5) -2731(7) 11581(4) 92(2)
C(7) 8654(3) 582(5) 10392(2) 41(1)
C(8) 7982(3) 127(5) 9541(3) 40(1)
C(9) 8461(3) 223(5) 8975(2) 38(1)
C(10) 7432(3) 374(5) 7544(3) 34(1)
C(11) 6647(3) 97(5) 6084(2) 31(1)
C(12) 6027(3) 1271(5) 5871(3) 35(1)
C(13) 5627(3) 1720(5) 5089(3) 36(1)
C(14) 5831(3) 1025(5) 4513(3) 34(1)
C(15) 6456(3) -132(5) 4733(3) 40(1)
C(16) 6863(3) -591(5) 5513(3) 36(1)
C(17) 4988(4) 1311(6) 2417(3) 44(1)
C(18) 4338(4) 2396(6) 2178(3) 58(2)
C(19) 3887(4) 2753(8) 1372(4) 78(2)
C(20) 4099(5) 2008(9) 834(4) 80(2)
C(21) 4753(6) 916(9) 1064(4) 89(2)
C(22) 5199(5) 563(7) 1868(3) 74(2)

Table 3. Bond lengths [A] and angles [deg] for SiINAO4C22H32.

Si(1)-0(4)

1.593(4)



Si(1)-0(2)
Si(1)-0(3)
Si(1)-C(7)
N(1)-N(2)
N(1)-C(17)
N(2)-C(14)
N(3)-C(10)
N(3)-C(11)
N(4)-C(10)
N(4)-C(9)
0(1)-C(10)
0(2)-C(1)
0(3)-C(3)
0(4)-C(5)
C(1)-C(2)
C(3)-C(4)
C(5)-C(6)
C(7)-C(8)
C(8)-C(9)
C(11)-C(16)
C(11)-C(12)
C(12)-C(13)
C(13)-C(14)
C(14)-C(15)
C(15)-C(16)
C(17)-C(18)
C(17)-C(22)
C(18)-C(19)
C(19)-C(20)
C(20)-C(21)
C(21)-C(22)

0(4)-Si(1)-0(2)
0(4)-Si(1)-0(3)
0(2)-Si(1)-0(3)
0(4)-Si(1)-C(7)
0(2)-Si(1)-C(7)
0(3)-Si(1)-C(7)
N(2)-N(1)-C(17)
N(1)-N(2)-C(14)
C(10)-N(3)-C(11)
C(10)-N(4)-C(9)
C(1)-0(2)-Si(1)
C(3)-0(3)-Si(1)
C(5)-0(4)-Si(1)
0(2)-C(1)-C(2)
C(4)-C(3)-0(3)
0(4)-C(5)-C(6)
C(8)-C(7)-Si(1)

1.614(4)
1.617(4)
1.836(5)
1.261(5)
1.430(6)
1.428(6)
1.375(6)
1.398(5)
1.352(6)
1.446(6)
1.227(5)
1.410(6)
1.456(8)
1.320(7)
1.479(7)
1.416(8)
1.400(9)
1.543(6)
1.514(6)
1.388(6)
1.392(6)
1.380(6)
1.388(6)
1.384(6)
1.381(6)
1.357(7)
1.375(7)
1.399(7)
1.358(9)
1.364(9)
1.394(8)

108.8(2)
106.6(2)
111.4(2)
112.9(2)
104.8(2)
112.4(2)
114.3(4)
112.6(4)
126.1(4)
123.3(4)
128.2(3)
127.7(4)
131.0(5)
110.0(5)
113.1(6)
120.6(7)
115.6(3)



C(9)-C(8)-C(7) 112.1(4)

N(4)-C(9)-C(8) 114.2(4)

0(1)-C(10)-N(4) 123.6(4)
0(1)-C(10)-N(3) 122.9(4)
N(4)-C(10)-N(3) 113.5(4)
C(16)-C(11)-C(12) 119.7(4)
C(16)-C(11)-N(3) 117.8(4)
C(12)-C(11)-N(3) 122.5(4)
C(13)-C(12)-C(11) 119.1(4)
C(12)-C(13)-C(14) 121.4(4)
C(15)-C(14)-C(13) 118.9(4)
C(15)-C(14)-N(2) 125.6(4)
C(13)-C(14)-N(2) 115.4(4)
C(16)-C(15)-C(14) 120.3(4)
C(15)-C(16)-C(11) 120.5(4)
C(18)-C(17)-C(22) 120.1(5)
C(18)-C(17)-N(1) 125.3(5)
C(22)-C(17)-N(1) 114.5(5)
C(17)-C(18)-C(19) 119.7(6)
C(20)-C(19)-C(18) 119.9(7)
C(19)-C(20)-C(21) 121.2(6)
C(20)-C(21)-C(22) 118.7(7)
C(17)-C(22)-C(21) 120.5(6)

Symmetry transformations used to generate equivalent atoms:

|
Table 4. Anisotropic displacement parameters (A~2 x 107 3) for SIN4O4C22H32.
The anisotropic displacement factor exponent takes the form:
22 pif2[h~r2a*”~2 ULl + ...+ 2hka*b*U12]

U1l u22 u33 u23 ui13 uiz

Si(1) 52(1) 50(1) 38(1)  4(1) 20(1) -1(1)
N(1) 54(3) 55(3) 32(3) 2(2) 17(2)  2(2)
N(2) 37(2) 46(3) 31(2) 3(2) 8(2) -4(2)
N(3) 59(3) 20(2) 26(2) -2(2) 7(2) -3(2)
N(4) 62(3) 21(2) 31(3) -3(2) 9(2) -1(2)
O(1) 62(2) 23(2) 34(2) -1(2) 10(2)  3(2)
0(2) 79(3) 71(3) 63(2) 12(2) 41(2) 29(2)
0(3) 74(3) 100(3) 46(2) -22(2) 32(2) -33(2)
0(4) 91(3) 85(3) 51(2) 24(2) 17(2) -31(2)
C(1) 72(4) 81(4) 62(4) 7(3) 36(4) 13(4)
C(2) 74(5) 95(5) 90(5) 17(4) 35(4)  25(4)
C(3) 137(7) 125(7) 69(5) -30(5) 41(5) -33(6)



C(4) 84(5) 143(8) 88(6) 11(5) -2(5) 15(5)
C(5) 169(9)  74(5) 140(8) 40(5) 49(7) -27(6)
C(6) 118(6) 82(5) 67(4) 12(4) 28(4) -16(5)
C(7) 42(3) 38(3) 35(3) 1(2) 9(2) -2(2)
C(8) 44(3) 37(3) 32(3) 1(2) 10(3)  1(2)
C(9) 49(3) 33(3) 28(3) -3(2) 12(3) -3(2)
C(10) 45(3) 23(3) 33(3) 2(3) 13(2) 0(2)
C(11) 37(3) 24(3) 24(3) -1(2) 6(2) -5(2)
C(12) 40(3) 28(3) 34(3) -6(2) 11(2) -2(2)
C(13) 37(3) 29(3) 34(3) 5(2) 7(2) 2(2)
C(14) 37(3) 33(3) 29(3) 0(2) 10(2) -4(2)
C(15) 41(3) 36(3) 38(3) -8(2) 13(3) -2(3)
C(16) 41(3) 26(3) 32(3) -2(2) 6(2) 5(2)
C(17) 48(3) 52(3) 28(3) 3(3) 12(3) -9(3)
C(18) 55(4) 70(4) 40(3) 8(3) 10(3) -2(3)
C(19) 63(4) 97(5) 58(5) 25(4) 8(4) -6(4)
C(20) 65(5) 120(7) 41(4) 13(4)  9(4) -35(5)
C(21) 111(6) 118(6) 37(4) -7(4) 31(4) -15(5)
C(22) 90(5) 88(5) 43(4) 0(3) 28(4)  0(4)
O

Table 5. Hydrogen coordinates ( x 10”°4) and isotropic
displacement parameters (A2 x 107 3) for SiN4A0O4C22H32.

X U(eq)

H(1A) 7249 3637 11450 83
H(1B) 6558 2269 11301 83
H(2A) 6322 4465 10168 129
H(2B) 5680 4289 10655 129
H(2C) 5635 3094 10014 129
H(3A) 10140 1248 11952 133
H(3B) 9762 2816 12046 133
H(4A) 10017 2252 13322 176
H(4B) 10975 2165 13186 176
H(4C) 10430 713 13223 176
H(5A) 7537 -910 12141 159
H(5B) 8331 -1685 11941 159
H(6A) 6454 -2530 11301 139
H(6B) 7262 -3201 12090 139
H(6C) 7337 -3371 11257 139
H(7A) 8978 1490 10362 49
H(7B) 9151 -170 10619 49

H(8A) 7767 -879 9549 48

H(8B) 7413 759 9347 48

H(9A) 8578 1254 8902 46



H(9B)
H(12)
H(13)
H(15)
H(16)
H(18)
H(19)
H(20)
H(21)
H(22)
H(23)
H(24)

9088
5881
5204
6606
7294
4189
3433
3787
4901
5653
7160(30)
7920(30)

-265
1758
2521
-612
-1383
2911
3514
2252
406
-198

-1390(60)
-1330(50)

9220 46
6259 42
4943 43
4345 47
5659 43
2557 70
1202 94
287 96
684 106
2038 88
6900(30)
8160(30)

59(17)
39(15)
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Observed and calculated structure factors for SiN404C22H32
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