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Table 1. Atomic coordinates [ x 10 4] and equivalent isotropic

displacement parameters [&2 x 103] for 2. U(eq) is defined as

one third of the trace of the orthogonalized U. tensor.

x y z U(eq)

Ge

C(1)

N

C(2)
C(3)

0(15)

C(4)
C(5)

0(1)

C(11)
0(5)
C(12)
0(2)
0(3)
C(21)
0(6)
C(22)
0(4)

0(7)

0(8)
0(9)
0(10)
0(11)
0(12)
0(14)

C(13)
0(13)
C(14)
C(15)
C(16)
C(23)
C(24)
C(25)
C(26)
0(1W)

-4702(1)
-5420(2)
-6011(2)
-6377(2)
-6969(2)
-7471(1)

-7132(2)
-6546(2)
-5073(1)
-4649(2)
-4790(1)
-3926(2)
-3922(1)
-4236(1)
-4180(2)
-3881(1)

-4531(2)
-4820(1)
-2217(2)
-2415(2)
-4911(2)
-4111(2)
-5706(2)
-6072(2)
-3018(2)
-3380(2)
-3179(1)

-2633(2)
-3753(2)
-4322(2)
-5117(2)
-5651(2)
-3981(2)
-3362(2)
-1839(2)

7283(1)
6093(2)
6318(2)

5251(2)
5538(3)
6284(2)
7318(3)

7127(3)
8085(2)
8033(2)
8424(2)
7505(2)
7034(2)
6686(2)
7429(2)
7247(2)
8572(2)
8573(2)
8011(2)
7748(2)
5823(2)
4768(2)
7027(2)
8192(3)

10332(2)
8478(3)
8480(2)
8075(3)
6584(2)
5693(2)
8816(3)
7908(3)
9526(2)
9385(3)

10023(2)

514(1)
558(2)

1045(1)
1265(2)
1743(2)
1448(1)
1270(2)
766(2)

1305(1)
1819(2)
2375(1)
1680(1)
1021(1)
-246(1)
-739(1)

-1267(1)
-599(2)

68(1)
2106(1)
1039(1)
1975(1)
2519(1)
-938(1)

-1748(1)
-70(1)

1724(2)
29(1)

1640(2)
2196(1)

2209(2)
-1113(2)
-1236(2)

-656(2)
-200(2)

668(2)

13(1)
17(1)

14(1)

19(1)
26(1)

29(1)

28(1)

21(1)
15(1)
16(1)

26(1)
13(1)
14(1)
15(1)

15(1)
22(1)
17(1)

18(1)
39(1)

31(1)

25(1)

27(1)
34(1)
50(1)
42(1)
19(1)
26(1)

22(1)
16(1)

18(1)
24(1)
27(1)

20(1)

22(1)
49(1)



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

Ge-O(4)
Ge-O(3)
Ge-0(1)
N-H
N-C (2)
C(3)-0(15)
C(4)-C(5)
C(11)-0(5)
C(12)-0(2)
C(12)-C(13)

C(21)-0(6)
C(22)-0(4)
C(22)-C(25)

0(8)-H(8)
0(9)-C(16)
0(10)-C(16)
0(12)-H(12)

0(14)-H(14)
C(13)-C(14)

C(15)-C(16)
C(25)-C(26)
O(1W)-H(1W)

1.781(2)
1.884(2)
1.964(2)
0.89(4)
1.505(4)
1.420(4)
1.508(5)
1.227(4)
1.425(3)
1.547(5)
1.211(4)
1.432(4)
1.538(5)
0.86(4)
1.210(4)
1.320(4)
0.90(5)
0.94(5)
1.493(5)
1.505(5)
1.485(5)
0.79(3)

Ge-O(2)
Ge-C(1)
C(1)-N
N-C(S)
C(2)-C(3)
0(15)-C(4)
0(1)-C(11)
C(11)-C(12)
C(12)-C(15)
0(3) -C (21)
C(21)-C(22)
C(22)-C(23)
0(7)-C(14)
0(8)-C(14)
0(10)-H(10)
O(11)-C(24)
0(12)-C(24)
0(14)-C(26)
O(13)-C(26)

C(23)-C(24)

O(1W)-H(2W)

0(4)-Ge-0(2)

0(2)-Ge-0(3)
0(2)-Ge-C(1)

0(4)-Ge-0(1)
0(3)-Ge-O(1)

N-C(1)-Ge

H-N-C(1)

H-N-C(2)

C(1)-N-C(2)

0(15)-C(3)-C(2)
0(15)-C(4)-C(5)

C(11)-O(1)-Ge

0(5)-C(11)-C(12)
0(2)-C(12)-C(11)

C(11)-C(12)-C(15)

C(11)-C(12)-C(13)
C(12)-0(2)-Ge

0(6)-C(21)-0(3)
0(3)-C(21)-C(22)

0(4)-C(22)-C(21)
0(4)-C(22)-C(25)
C(21)-C(22)-C(25)
H(8)-O(8)-C(14)
H(12)-0(12)-C(24)
C(14)-C(13)-C(12)
0(7)-C(14)-C(13)
C(16)-C(15)-C(12)
0(9)-C(16)-C(15)
C(24)-C(23)-C(22)
0(11)-C(24)-C(23)
C(26)-C(25)-C(22)

0(13)-C(26)-C(25)
H(2W)-O(1W)-H(1W)

121.31(10)
90.47(9)

114.75(12)
86.47(8)

171.19(9)
114.4(2)
103(2)
107(2)
112.2(2)
111.9(3)
111.3(3)
112.8(2)
120.8(3)
109.4(3)
111.2(3)
106.1(2)
116.4(2)
124.2(3)
114.8(3)
109.4(2)
108.9(2)
110.2(3)
108(3)
114(3)
112.3(3)
122.8(3)
111.1(3)
123.7(3)
117.2(3)
127.1(3)
113.5(3)
123.4(3)
103(6)

0(4)-Ge-0(3)
0(4)-Ge-C(1)
0(3)-Ge-C(1)

0(2)-Ge-0(1)

C(1)-Ge-0(1)

H-N-C(5)

C(5)-N-C(1)

C(5)-N-C(2)
C(3)-C(2)-N

C(3)-0(15)-C(4)
N-C(5)-C(4)

o(5)-C(11)-0(1)

0(1)-C(11)-C(12)
0(2)-C(12)-C(15)

0(2)-C(12)-C(13)

C(15)-C(12)-C(13)
C(21)-0(3)-Ge

0(6)-C(21)-C(22)

0(4)-C(22)-C(23)

C(23)-C(22)-C(21)
C(23)-C(22)-C(25)

C(22)-0(4)-Ge
H(10)-0(10)-C(16)
H(14)-0(14)-C(26)
0(7)-C(14)-0(8)
0(8)-C(14)-C(13)
0(9)-C(16)-0(10)
0(10)-C(16)-C(15)
O(11)-C(24)-0(12)

0(12)-C(24)-C(23)

0(13)-C(26)-0(14)
0(14)-C(26)-C(25)

88.92(9)
123.76(12)
94.87(11)
85.54(9)
93.93(11)

113(2)
111.9(2)
109.8(3)
109.4(3)
109.9(3)
109.9(3)
123.9(3)
115.2(3)
109.5(2)
109.9(2)
110.7(3)
112.4(2)
121.0(3)
110.2(3)
110.9(3)
107.2(2)
114.4(2)
106(3)
108(3)
118.1(4)
119.1(3)
124.1(3)
112.1(4)
122.9(4)
110.0(3)
122.6(3)
114.0(3)

1.803(2)
1.955(3)
1.500(4)
1.497(4)
1.503(5)
1.426(4)
1.299(4)
1.521(5)
1.532(4)
1.321(3)
1.534(4)
1.530(5)
1.215(4)
1.321(4)
0.84(4)
1.205(4)
1.334(4)
1.321(4)
1.215(4)
1.493(5)
0.78(3)



Table 3. Anisotropic displacement parameters [A2 x 103] for 2.

The anisotropic displacement factor exponent takes the form:
2 * 2 * *

-2r [ (ha*) U + ... + 2hkabU 12 ]

Ull U22 U33 U23 U13 U12

Ge

C(1)
N

C(2)

C(3)
0(15)
C(4)
C(5)

0(1)

C(11)
0(5)
C(12)
0(2)

0(3)
C(21)

0(6)

C(22)
0(4)

0(7)
O(8)
0(9)

0(10)
0(11)
0(12)
0(14)
C (13)
0(13)
C(14)

C(15)
C(16)
C(23)

C(24)
C(25)
C(26)
O(1W)

14(1)
16(3)
13(2)
18(3)
24(3)
16(2)
24(3)
19(3)
14(2)
18(3)
27(2)
11(3)
13(2)
19(2)
11(3)
28(2)
17(3)
22(2)
19(2)
15(2)
16(2)
19(2)
31(2)
27(2)
44(2)
13(3)
28(2)
18(3)
15(3)
23(3)
21(3)
16(3)
24(3)
26(3)

47(3)

12(1)
17(2)
15(1)
13(1)
31(2)
33(1)

25(2)
18(2)
15(1)
12(1)
32(1)

15(1)
16(1)
12(1)
18(2)
21(1)
19(2)
15(1)
71(2)
54(2)
28(1)
23(1)
39(1)

80(2)
24(1)
20(2)
26(1)
25(2)
20(2)
18(2)
30(2)
45(2)
17(2)
21(2)
38(2)

12(1)
19(2)
16(1)
27(2)
24(2)
36(1)

35(2)
25(2)
16(1)

19(2)
18(1)
12(1)

12(1)
14(1)
15(2)
16(1)
14(1)

15(1)
27(1)
24(1)

30(1)
39(1)

33(1)
42(2)
57(2)
24(2)
23(1)
22(2)
13(1)
12(1)

20(2)
20(2)
19(2)
18(2)
63(2)

0(1)
-2(1)
2(1)
5(1)
7(1)
3(1)

-3(1)
6(1)

-1(1)
-1(1)

-10(1)
-2(1)

-1(1)
0(1)

-1(1)
-1(1)
3(1)
2(1)

4(1)
-4(1)

9(1)
14(1)
10(1)

36(2)
-2(1)

-3(1)
9(1)
5(1)
0(1)
0(1)
9(1)
9(2)
2(1)

-3(1)

-4(2)

1(1)
3(2)

-1(1)
-1(2)
-1(2)
4(1)

0(2)
-2(2)
0(1)

-1(2)
0(1)
1(2)

1(1)
3(1)

-2(2)
7(1)
2(2)
5(1)

-6(1)
-2(1)
-6(1)
-2(1)

-10(1)
-19(2)
-16(2)
-2(2)
-7(1)
-3(2)

1(2)
4(2)
1(2)

-1(2)
4(2)
7(2)

-16(2)

1(1)
0(1)
0(1)

-4(1)
-4(2)
-2(1)

4(2)
2(2)
4(1)

-3(1)

9(1)

-1(1)
3(1)

1(1)
-3(2)
1(1)
2(2)
5(1)

1(2)
3(1)

-4(1)
-2(1)
-6(1)

-19(2)

-11(1)
-3(2)
-5(1)
-7(2)
2(1)
2(2)
6(2)
2(2)
1(2)

-6(2)
-21(2)



Table 4. Hydrogen coordinates ( x 10 ) and isotropic

displacement parameters (A2 x 103) for 2.

x y z U(eq)

H(1A) -5626 5989 104 21
H(1B) -5184 5378 685 21
H -5780(2) 6590(3) 1403(17) 24(10)
H(2A) -6571 4852 868 23
H(2B) -6031 4747 1490 23
H(3A) -7214 4835 1881 32
H(3B) -6767 5892 2152 32
H(4A) -6932 7673 1679 34
H(4B) -7489 7841 1078 34
H(5A) -6749 6819 344 25
H(5B) -6312 7853 659 25
H(8) -2740(2) 7910(3) 750(2) 37
H(10) -4470(2) 4350(3) 2545(19) 32
H(12) -6450(3) 7730(4) -1800(2) 60
H(14) -2600(3) 10150(4) 170(2) 50
H(13A) -3487 9041 1370 23
H(13B) -3427 8857 2165 23
H(15A) -3291 6232 2081 19
H(15B) -3709 6927 2648 19
H(23A) -5375 9500 -965 28
H(23B) -4886 8998 -1548 28
H(25A) -3807 9561 -1126 24
H(25B) -4216 10253 -555 24
H(1W) -1660(3) 10590(3) 770(3) 74
H(2W) -1590(3) 9570(4) 830(3) 74



Table 1. Atomic coordinates [ x 10 4] and equivalent isotropic

displacement parameters [A2 x 103] for 3. U(eq) is defined as

one third of the trace of the orthogonalized U. tensor.

x y z U(eq)

Si

0(3)
N

C(1)

0(4)
C(2)
0(1)
C(3)
0(2)
C(4)
0(6)
C(5)
0(5)
0(14)
0(13)
0(11)
0(12)
0(9)
C(21)
0(10)
C(22)
0(8)
C(25)
0(7)
C(26)
0(15)
C(23)
C(24)
C(11)
C(12)
C(15)
C(16)
C(13)
C(14)
0(1W)

340(1)
760(1)

-969(1)
-355(2)

207(1)
-1319(2)

-38(1)
-1929(2)

1067(1)
-2122(2)

1125(1)
-1519(2)

194(1)
1979(1)
1847(1)
-678(1)

-1070(1)
96(1)

826(2)
913(1)
477(2)

2610(1)

1024(2)
2795(1)
1649(2)

-2444(1)
-121(2)
-640(2)
364(2)

1087(2)
1265(2)
693(2)

1642(2)
2389(2)
3166(1)

7639(1)
8248(1)
8637(2)
8787(2)
6457(1)
9725(2)
6914(1)
9501(2)
7901(1)
7715(2)
7798(1)
7851(2)
6530(2)
4649(2)
6502(1)
7999(2)
6773(2)
9122(2)
7566(2)

10183(2)
6429(2)
7224(2)
5474(2)
6996(2)
5599(2)
8770(2)
6179(2)
7095(2)
6932(2)
7449(2)
8372(2)
9253(2)
6491(2)
6905(2)
4935(2)

4467(1)
5180(1)

3967(1)
4450(1)
4901(1)
3778(1)
3732(1)
3300(1)
3991(1)
3752(1)
6235(1)
4247(1)
2639(1)
5051(1)
4972(1)
5974(1)
6745(1)
2993(1)
5708(1)
2476(1)
5581(1)
3960(1)

5646(1)
2878(1)
5192(1)
3593(1)
6090(1)
6247(1)
3189(1)
3319(1)
2805(1)
2780(1)
3279(1)
3354(1)
4312(1)

20(1)
22(1)

21(1)

24(1)

23(1)

28(1)
21(1)

33(1)
20(1)

33(1)

28(1)
26(1)

33(1)
49(1)

32(1)
41(1)

56(1)

31(1)
21(1)
34(1)

23(1)
38(1)

27(1)
46(1)

27(1)
36(1)
30(1)

34(1)

22(1)
21(1)
23(1)
23(1)
25(1)

27(1)

56(1)



Table 2. Bond lengths [A] and angles [ ] for 3.

Si-O(4)
Si-O(3)

Si-C(1)
N-H

N-C(1)

0(4)-C(22)
0(1)-C(11)
0(2)-C(12)
C(4)-C(5)
0(5)-C(11)
0(14)-C(26)
0(11)-C(24)
0(12)-C(24)

C(21)-C(22)

0(10)-C(16)

C(22)-C(25)
0(8)-C(14)
0(7)-C(14)
C(11)-C(12)
C(12)-C(13)
C(13)-C(14)
O(1W)-H(2W)

1.666(2)
1.763(2)
1.888(3)
0.89(3)
1.500(3)
1.429(3)
1.304(3)
1.426(2)
1.499(4)
1.224(3)
1.320(3)
1.207(3)
1.323(3)
1.526(3)
1.325(3)
1.537(4)
1.317(3)
1.209(3)
1.508(4)
1.546(4)
1.490(4)
0.83(3)

Si-0(2)
Si-0(1)
0(3)-C(21)
N-C(5)

N-C(2)
C(2)-C(3)
C(3)-0(15)
C(4)-0(15)
0(6)-C (21)
0(14)-H(14)

0(13)-C(26)
0(12)-H(12)

0(9)-C(16)
0(10)-H(10)
C(22)-C(23)

0(8)-H(8)
C(25)-C(26)

C(23)-C(24)
C(12)-C(15)

C(15)-C(16)
O(1W)-H(1W)

0(4)-Si-0(2)
0(2)-Si-0(3)

0(2)-Si-0(1)
0(4)-Si-C(1)

0(3)-Si-C(1)
C(21)-0(3)-Si
H-N-C(1)

H-N-C(2)
C(1)-N-C(2)

C(22)-0(4)-Si

C(11)-0(1)-Si
C(12)-O(2)-Si
N-C(S)-C(4)

H(12)-0(12)-C(24)
0(6)-C(21)-C(22)

H(10)-0(10)-C(16)
0(4)-C(22)-C(23)
0(4)-C(22)-C(25)
C(23)-C(22)-C(25)
C(26)-C(25)-C(22)
0(13)-C(26)-C(25)

C(3)-0(15)-C(4)
0(11)-C(24)-0(12)
0(12)-C(24)-C(23)
0(5)-C(11)-C(12)
0(2)-C(12)-C(11)

C(11)-C(12)-C(15)
C(11)-C(12)-C(13)

C(16)-C(15)-C(12)
0(9)-C(16)-C(15)

C(14)-C(13)-C(12)
0(7)-C(14)-C(13)
H(1W)-O(1W)-H(2W)

124.29(9)
90.15(8)
87.87(8)

121.31(11)
91.28(9)

114.2(2)
105(2)
109(2)
112.8(2)
116.49(14)
114.5(2)
117.7(2)
110.3(2)
111(2)
122.7(2)
107(2)
110.9(2)
109.3(2)
106.8(2)
113.7(2)
123.0(2)
110.0(2)
123.5(3)
109.6(2)
122.8(2)
106.7(2)
112.3(2)
106.9(2)
111.6(2)
124.1(2)
112.4(2)
122.9(2)
108(4)

0(4)-Si-0(3)
0(4)-Si-0(1)

0(3)-Si-0(1)
0(2)-Si-C(1)
0(1)-Si-C(1)
H-N-C(S)

C(S)-N-C(1)

C(S)-N-C(2)

N-C(1)-Si

N-C(2)-C(3)
0(15)-C(3)-C(2)
0(15)-C(4)-C(S)

H(14)-0(14)-C(26)
0(6)-C(21)-0(3)
0(3)-C(21)-C(22)
0(4)-C(22)-C(21)
C(21)-C(22)-C(23)
C(21)-C(22)-C(25)
H(8)-0(8)-C(14)
0(13)-C(26)-0(14)
0(14)-C(26)-C(25)
C(24)-C(23)-C(22)
0(11)-C(24)-C(23)
0(5)-C(11)-0(1)
0(1)-C(11)-C(12)
0(2)-C(12)-C(15)
0(2)-C(12)-C(13)
C(15)-C(12)-C(13)
0(9)-C(16)-0(10)
0(10)-C(16)-C(15)

0(7)-C(14)-0(8)
0(8)-C(14)-C(13)

90.52(8)
86.91(8)

175.11(9)
114.36(10)
93.61(9)

109(2)
111.7(2)
109.4(2)
116.9(2)
109.5(2)
111.8(2)
111.4(2)
110(2)
125.0(2)
112.3(2)
106.4(2)
112.4(2)
111.1(2)
111(2)
122.8(3)
114.2(2)
117.9(2)
126.9(2)
124.4(3)
112.7(2)
110.2(2)
110.1(2)
110.6(2)
123.6(3)
112.3(3)
118.3(3)
118.7(2)

1.679(2)
1.824(2)
1.324(3)
1.497(3)
1.500(3)
1.501(4)
1.422(3)
1.429(3)
1.209(3)
0.89(4)
1.218(3)
0.93(4)
1.203(3)
0.86(3)
1.529(4)
0.88(3)
1.478(4)
1.495(4)
1.529(3)
1.502(4)
0.83(3)



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

The anisotropic displacement factor exponent takes the form:
2 * 2

-2,r [ (ha ) U 1 +
* *

..+ 2hka bU 1 ]

Ull U22 U33 U23 U13 U12

Si

0(3)
N
C(1)
0(4)
C(2)
0(1)

C(3)
0(2)
C(4)
0(6)
C(S)
0(5)
0(14)
0(13)
0(11)
0(12)
0(9)
C(21)
0(10)
C(22)
O(8)
C(25)
0(7)
C(26)
0(15)
C(23)
C(24)
C(11)
C(12)
C (15)
C (16)
C(13)
C(14)
0(1W)

24(1)
28(1)

21(2)
24(2)
27(1)
29(2)
21(1)

30(2)
23(1)
30(2)
37(2)
26(2)
36(2)
54(2)
36(2)
41(2)
34(2)
25(2)
23(2)
33(2)
25(2)
26(2)
34(2)
29(2)
31(2)
25(2)
30(2)
25(2)
22(2)
22(2)
24(2)
28(3)
26(2)
25(2)
54(2)

20(1)
20(1)

21(1)

26(1)
23(1)

22(1)

22(1)
38(2)
23(1)
34(1)
29(1)
25(1)
40(1)
31(1)

34(1)
44(1)
85(2)
35(1)

23(1)
27(1)

27(1)
59(1)
22(1)
79(2)
28(1)

44(1)
37(1)

53(2)
21(1)
25(1)

27(1)

26(1)

26(1)
30(1)
48(1)

17(1)
18(1)
21(1)

21(1)
18(1)
32(1)

20(1)

31(1)

14(1)
36(1)
19(1)
28(1)
22(1)
62(1)

26(1)
36(1)
48(1)
34(1)

18(1)
43(1)

17(1)
28(1)
24(1)
31(1)

23(1)
38(1)

23(1)
22(1)
22(1)

15(1)
19(1)
16(1)

24(1)
27(1)
65(2)

0(1)

1(1)

-1(1)
-3(1)
2(1)

4(1)

-1(1)
8(1)

-2(1)

-1(1)
-1(1)
4(1)

-9(1)
-2(1)
6(1)

8(1)
36(1)
10(1)

0(1)
13(1)

3(1)
0(1)
2(1)
6(1)

1(1)
5(1)

7(1)
9(1)

-1(1)
-5(1)

1(1)
0(1)

-2(1)
4(1)

-1(1)

-1(1)
-2(1)
2(1)

-4(1)
-4(1)
3(1)

1(1)

1(1)
-1(1)
-2(1)
-7(1)

3(1)
0(1)

16(1)

5(1)
13(1)
17(1)
7(1)
3(1)
3(1)

-2(1)
3(1)

-2(1)

6(1)
-6(1)

-2(1)

1(1)
2(1)

-1(1)
0(1)
0(1)

-2(1)

1(1)
1(2)

15(1)

-2(1)

-4(1)

1(1)
-5(1)

-5(1)

5(1)
-3(1)

9(1)
-2(1)

0(1)
-1(1)
-3(1)

-9(1)
11(1)

4(1)
3(1)

17(1)

3(1)
2(1)
2(1)

-4(1)
-4(1)
-1(1)
0(1)
5(1)
3(1)

-5(1)
-5(2)
3(1)
0(1)

-2(1)

-1(1)
3(1)
7(1)

24(1)



Table 4. Hydrogen coordinates ( x 10 ) and isotropic

displacement parameters (A2 x 103) for 3.

x y z U(eq)

H -782(15) 8330(2) 3596(13) 29(7)

H(1A) -551 8869 4915 28

H(1B) -112 9500 4334 28

H(2A) -967 10225 3556 33

H(2B) -1499 10103 4193 33

H(3A) -2161 10219 3179 40

H(3B) -1741 9161 2876 40

H(4A) -1940 7366 3329 40

H(4B) -2487 7209 3949 40

H(5A) -1704 8147 4684 32

H(5B) -1297 7112 4337 32

H(14) 2380(2) 4790(3) 4812(17) 59

H(12) -1430(2) 7300(3) 6816(18) 67

H(10) 553(17) 10640(3) 2460(15) 41

H(8) 2299(18) 7050(3) 4277(15) 45

H(25A) 1193 5438 6123 32

H(25B) 784 4754 5542 32

H(23A) -395 5529 5916 36

H(23B) 104 5944 6524 36

H(15A) 1725 8725 2932 28

H(15B) 1321 8035 2347 28

H(13A) 1541 5939 3643 30

H(13B) 1593 6103 2836 30

H(1W) 3400(2) 4340(3) 4260(2) 84

H(2W) 3420(2) 5460(3) 4180(2) 84


