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[N3N]MoCl [N3N]MoMe [N3N]Mo(CH,SiMe3)

5.0000 0.041050 5.0000 0.039588 5.0000  0.034400
6.0100  0.040657 5.9900  0.039405 5.9900  0.034065
6.9800  0.040370 7.0000  0.039260 6.9900  0.033830
7.9800  0.040124 7.9800  0.039078 7.9900  0.033640
8.9600  0.039904 8.9900  0.038820 8.9900  0.033485
9.9600  0.039667 9.9900 0.038452 9.9900 0.033304
11.980  0.039045 12.000  0.037394 12.000  0.032891
13.980  0.038187 14.010  0.035964 14.010  0.032298
16.000  0.037087 16.010  0.034321 16.010  0.031500
18.030  0.035807 18.010  0.032579 18.010  0.030549
20.020  0.034437 20.010  0.030841 20.010  0.029493
23.090 0.032260 22.930  0.028405 22.980  0.027800
26.050  0.030192 26.020  0.026097 26.030  0.026078
29.020  0.028228 28.960  0.024117 29.130  0.024468
32.020  0.026394 32.120  0.022338 32.130  0.022949
35.010  0.024716 35.110  0.020777 35.110  0.021551
38.010  0.023177 38.120  0.019380 38.120  0.020258
40.980  0.021858 41.010  0.018225 41.000 0.019172
43.970  0.020571 44.000 0.017100 44.000  0.018087
46.970  0.019425 47.010 0.016100 47.000 0.017105
49.960 0.018385 50.000  0.015203 50.000 0.016195
54960 0.016865 55.030  0.013887 55.030  0.014867
59.910  0.015558 60.030  0.012721 60.030 0.013674
65.030  0.014425 65.030 0.011773 65.040 0.012674
70.100  0.013416 70.050  0.010986 70.050  0.011858
75.170  0.012548 75.080  0.010300 75.080  0.011135
80.060 0.011793 80.070  0.0096973 80.070  0.010483
85.070  0.011142 85.080  0.0091238 85.080  0.0098825
90.320  0.010535 90.080  0.0086253 90.080  0.0093267
95.100  0.0099711 95.080  0.0081692 95.080  0.0088362
100.12  0.0094898 100.09  0.0077508 100.09  0.0084091
110.17  0.0086156 110.08  0.0070341 110.08  0.0076416
120.20  0.0078870 120.01  0.0064317 120.06  0.0069808
130.21  0.0072685 130.08  0.0059310 130.05  0.0064403
140.21  0.0067299 138.87  0.0054310 138.87  0.0058936
150.21  0.0062796 150.22  0.0051755 150.22  0.0056044
160.21  0.0058710 158.84  0.0047557 158.84  0.0051476
170.20  0.0055162 170.25  0.0045441 170.25  0.0049156
180.20  0.0052138 180.17  0.0042512 180.18  0.0045931
190.14  0.0049220 190.16  0.0040113 190.16  0.0043281
200.20  0.0046552 200.16  0.0037937 200.16  0.0040949
220.17  0.0041837 220.11  0.0034180 220.12  0.0036951
240.13  0.0038148 240.13  0.0031084 240.10  0.0033603
260.11  0.0034925 260.13  0.0028509 260.14  0.0030718
280.08  0.0032070 280.15  0.0026024 280.15  0.0027973
300.00  0.0029212 300.15  0.0023374 300.14  0.0025260
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[N3N]MoD [bitN3N]Mo [N3N]Mo(cyclopentyl)
5.0000 0.068958 5.0000 0.036816 5.0100  0.063204
5.9900 0.068753 5.9900 0.037120 5.9900 0.062375
6.9800  0.068301 6.9900 0.037310 7.0000 0.061133
7.9800 0.067635 8.0000 0.037574 8.0000  0.059533
8.9900 0.066684 8.9800 0.037423 8.9900 0.057645
9.9900 0.065456 10.000  0.037353 9.9700 0.055621
12.000  0.062381 12.000  0.036479 11.980  0.051206
14.000  0.058773 13.990  0.035285 13.980  0.046900
16.010  0.054943 16.070  0.033724 16.000  0.042918
18.000 0.051183 18.020  0.032120 18.010  0.039389
20.010 0.047601 20.020  0.030464 20.030  0.036259
23.000 0.042771 23.000  0.028068 23.080  0.032245
26.010  0.038565 26.030  0.025800 26.060  0.029020
29.040  0.034945 29.130  0.023764 29.040 0.026334
32.130  0.031941 32.090 0.021949 32.030  0.024055
35.130  0.029328 35.090 0.020346 35.010 0.022114
38.130  0.027025 38.140  0.018882 38.010  0.020442
41.000 0.025194 41.000 0.017702 41.000  0.019053
43,990 0.023409 43990 0.016568 43980 0.017755
47.000 0.021869 47.000 0.015540 46.970  0.016634
50.000 0.020484 50.000 0.014620 49960 0.015615
55.030  0.018531 54.960 0.013292 54.930 0.014198
60.040 0.016835 60.040 0.012117 59.930 0.012984
65.040 0.015463 65.040 0.011168 64.950 0.011949
70.050 0.014349 70.060  0.010397 69.990 0.011055
75.070  0.013382 75.050  0.0097108 75.030  0.010299
80.050 0.012535 80.070  0.0091070 80.070  0.0096569
85.080 0.011761 85.080  0.0085447 85.090  0.0090671
90.080 0.011070 90.090  0.0080547 90.100  0.0085471
95.080 0.010463 95.080  0.0075995 95.120  0.0080770
100.08  0.0099085 100.09  0.0072132 100.13  0.0076538
110.07  0.0089659 110.07  0.0065288 110.16  0.0069094
120.06  0.0081896 120.06  0.0059482 120.19  0.0063035
130.08  0.0075372 130.09  0.0054662 130.21 0.0057869
138.87  0.0068970 138.87  0.0049914 140.23  0.0053472
150.22  0.0065663 150.23  0.0047399 150.25  0.0049662
158.84  0.0060307 158.84  0.0043386 160.24  0.0046273
170.24  0.0057732 170.26  0.0041529 170.26  0.0043414
180.18  0.0054093 180.18  0.0038751 180.25  0.0040895
190.16  0.0050976 190.16  0.0036454 190.22  0.0038508
200.16  0.0048344 200.16  0.0034477 200.19  0.0036343
220.12  0.0043658 220.13  0.0031042 220.24  0.0032567
240.11 0.0039916 240.11  0.0028268 240.22  0.0029517
260.13  0.0036822 260.14  0.0026111 260.22  0.0026711
280.14  0.0034081 280.15  0.0024147 280.28  0.0023717
300.15 0.0031506 300.14  0.0022093 300.14  0.0019236
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Table 1. Crystal data and structure refinement for 1),
‘ Fad

e

A. Crystal Data

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal morphology
Crystal size
Crystal system
Space group

Unit cell dimensions

Volume, 2
Density (calculated)
Absorption coefficient

F(000)

95066

H .
C16 39F3MON4O3SSl3

604.78
188(2) K
0.71073 A

0.32 x 0.29 x 0.23 mm
Orthorhombic

Pna2
1

a = 20.951(4) A alpha = 90°

1]

10.999(2) & beta = 90°

I

c = 12.050(2) A gamma = 90°

2776.7(10) A3, 4
3

1.447 Mg/m

0.720 mm *

1256

B. Data Collection and Reduction

Diffractometer
Scan Type

Scan angle

6 range for data collection

Limiting indices

Siemens SMART/CCD
w Scans
o

0.30

1.94 to 19.99°

-13 = h s 23, -12 s ks6, -13 s 1 s 13

usu ~
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Reflections collected
Indéﬁendent reflections

Abgsorption correction

C. Solution and Refinement

Refinement method

Data / restraints / parameters
\ 2

Goodness-of-fit on F

Final R indices [I>20(I)]

R indices (all data)

Absolute structure parameter

Extinction coefficient

Largest diff. peak and hole

Jo ALl Ul OUG.

vil/7 1dgvl110/70 oLIHNUVKR oUpPpPIviiLiildl agey L

7745
2595 (R, = 0.08656)
int

None

Full-matrix least-squares on F2

2559 / 1 / 282

0.996

Rl = 0.0486, wR2 = 0.1068
Rl = 0.0644, wWR2 = 0.1542
0.61(10)

0.0034(5)

0.458 and -0.725 eA >
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Table 2. Atomic coordinates [ x 10 ] and egquivalent isotropic
- displacement parameters [Az x 103] for 1. Ul(eq) is defined as
~

one third of the trace of the orthogonalized Uij tensor.

X Y z Uleq)
Mo 1517(1) 2516 (1) 6351 (1) 21(1)
s 1606 (2) 1605 (3) 3521 (3) 42 (1)
si(1) 507(1) -328(2) 6319(4) 34 (1)
Si(2) 542 (2) 4726 (3) 5398 (3) 32(1)
Si(3) 3077(2) 2839 (3) 5995 (2) 32(1)
F(1) 1742 (5) 2463 (9) 1521 (9) 103 (3)
F(2) 1427 (5) 3775(8) 2689 (9) 111(3)
F(3) 2399(5) 3191(8) 2708 (8) 99(3)
o(1) 1670 (4) 2217(7) 4594 (7) 34(2)
0(2) 2090 (4) 739(8) 3298(7) 57(2)
0(3) 970 (4) 1281(8) 3247(8) 62 (3)
N (1) 931 (4) 1189 (8) 6774 (7) 27(2)
N(2) 1144 (3) 4163 (6) 6245 (9) 24 (2)
N(3) 2427 (4) 2377(7) 6780(7) 26(2)
N(4) 1427(4) 2912(10) 8109 (7) 22 (2)
c(1T) 1810 (10) 2837(14) 2555 (13) 69(4)
c(1) 561(5) 1521 (9) 7764 (9) 33(3)
c(2) 1030(5) 1935(10) 8635(10) 32(3)
Cc(3) 1293 (5) 4875(10) 7257 (10) 35(3)
C(4) 1107(5) 4118 (9) 8245 (9) 33(3)
c(s) 2488 (5) 2104 (10) 7983 (9) 36 (3)
c(6) 2083 (5) 2937{11) 8622 (10) 37(3)
C(11) 1653 (6) -751(10) 5642 (11) 51(4)
c(12) 208(7) -554(12) 5411(13) 72(5)
C(13) 815 (6) ~-1336(10) 7558 (12) 54 (4)
c(21) 872 (s) 5913 (11) 4489 (11) 52(4)
c(22) 174 (s) 3492(12) 4603 (10) 46 (4)
C(23) -95(5) 5421 (9) 6250(13) 50(3)
C{(31) 3777(6) 3178 (12) 6907 (11) 55(4)
C(32) 3318(5) 1599 (11) 5042(10) 44 (3)
c(33) 2867(6) 4257 (10) 5232(10) 47(3)
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Table 3. Bond lengths [Al and angles [o] for %@‘

Mo-N(3) 1.980(8) Mo-N(2) 1.977(7)
Mo-N(1) 1.974(8) Mo-0(1) 2.166(8)
Mo-N{4) 2.171(9) $-0(2) 1.417(8)
$-0(3) 1.417(8) S$-0(1) 1.465(9)
S-C{(1T) 1.84(2) Si(1)-N(1) 1.757(9)
8i(1)-Cc(11) 1.824(13) Si(1)-c(12) 1.845(13)
Si(1)-Cc(13) 1.869(13) Si(2)-N(2) 1.736(9)
Si(2)-Cc(22) 1.832(12) 8i(2)-c(23) 1.849(13)
si(2)-Cc(21) 1.839(12) Si(3)-N(3) 1.735(9)
$i(3)-C(32) 1.853(12) Si(3)-C(33) 1.864(12)
S1.(3)-C(31) 1.870(12) F(1)-C(1T) 1.32(2)
F(2)-Cc(1T) 1.32(2) F(3)-C(1T) 1.31(2)
N(1)-C(1) 1.469(13) N(2)-C(3) 1.48(2)
N(3)-C(5) 1.486(13) N(4)-C(2) 1.499(14)
N(4)-C(4) 1.495(14) N(4)-c{(s) 1.508(13)
c(1)-c(2) 1.507(14) C(3)-C(4) 1.50(2)
c(5)-C(s) 1.47(2)
N(3)-Mo-N(2) 117.9(3) N(3)-Mo-N(1) 118.3(3)
N(2) -Mo-N(1) 116.6(3) N(3)-Mo-0{(1) 95.8(3)
N(2)-Mo-0(1) 97.7(4) N(1)-Mo-0(1) 103.4(3)
N(3) -Mo-N(4) 81.1(3) N(2) -Mo-N{4) 81.1(4)
N{1l)-Mo-N(4) 80.9(4) 0(1)-Mo-N(4) 175.6(3)
0(2)-8-0(3) 117.3(5) 0(2)-8-0(1) 114.2(5)
0(3)-s5-0(1) 114.1(5) 0(2)-s-c(1T) 102.1(7)
0(3)-8-C(1T) 104.9(8) 0(1l)-s-Cc(1T) 101.5(6)
N(1)-84i(1)-C(11) 111.0(5) N(1)-8i(1)-C(12) 109.6(5)
C(11)-s8i(1)-C(12) 112.3(7) N(1)-8Si(1)-C(13) 108.5(5)
C(11)-s8i(1)-Cc(13) 107.1(86) C{1l2)-8i(1)-C(13) 108.2(s)
N(2)-8i(2)-C(22) 110.4(5) N(2)-81i(2)-C(23) 110.2(5)
C(22)-8i(2)-C(23) 107.0(6) N(2)-8i(2)-Cc(21) 109.3(5)
C(22) -81(2)-C(21) 111.8(6) C(23)-8i(2)~-C(21) 107.9(6)
N(3)-8i(3)-C(32) 109.7(5) N{3)-8i(3)-C(33) 109.2(5)
C(32)-S1i(3)-~-C(33) 112.0(5) N(3)-81i(3)-C(31) 110.7(5)
C(32) -81(3)-C(31) 107.3(6) C€(33)-8i(3)-C(31) 108.0(6)
8-0(1) -Mo 156.9(5) C(1)-N(1)-8i(1) 118.3(7)
C{1l)-N(1)-Mo 110.7(6) Si(1)-N(1)-Mo 129.8(5)
C{3)-N(2)-8i(2) 116.6(6) C(3)-N(2)-Mo 110.3(7)
Si(2)-N(2)-Mo 130.7(5) C(5)-N(3)-81(3) 121.6(7)
C(5) -N(3) -Mo 110.7(6) S$i(3)-N(3)-Mo 126.2(5)
C(2)-N(4)-C(4) 110.0(8) C(2)-N(4)-C(6) 110.2(9)
C(4)-N(4)-C(6) 110.3(9) C(2)-N(4)-Mo 108.5(7)
' C(4)-N(4)-Mo 108.9(7) Cc(6)-N(4)-Mo 108.9(6)
F(2)-C(1T) -F(1) 107(2) F(2)-C(1T)-F(3) 108.9(14)
F(1)-C(1T)-F(3) 109.2(13) F(2)-C(1T)-8 111.0(11)
F(1)-C(1T)-S 110.1(12) F(3)-C(1T)-S 110.5(12)
N{1)-C(1)-C(2) 107.2(8) N(4)-C(2)-C(1) 106.4(9)
N(2)-C(3)-C(4) 107.7(8) N(4)-C(4)-C(3) 106.8(9)
C(6)-C(5) -N(3) 109.6(9) C(5)-C(6)-N(4) 107.5(10)

Symmetry transformations used to generate equivalent atoms:
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Table 4. Anisotropic displacement parameters [Az x 103] for %&_

‘The anisotropic displacement factor exponent takes the form:

2 * 2 * %

-27 [ (ha ) Ull + ... + 2hka b U12 ]

Ull U22 U33 U23 U3 Ul2
Mo 21 (1) 21(1) 20(1) -1(1) 0(1) 1(1)
S 47(2) 47(2) 31(2) -4(2) 2(2) 13(2)
Si (1) 38(2) 25(2) 38(2) -8(2) -8(2) -4(1)
sSi(2) 32(2) 28(2) 34 (2) 0(2) -3(2) 4(2)
Si(3) 26 (2) 34(2) 37(2) -3(2) 5(1) 2(1)
F(1) 149(8) 128(7) 31(6) 5(6) 12 (6) 13(s)
F(2) 168 (10) 80(6) 85(7) 42 (6) 28 (7) 39(7)
F{3) 88(7) 125(8) 85(7) 21 (6) 35(6) -34(6)
0(1) 42 (5) 33(5) 26 (6) -6(4) 12 (4) 2(4)
0(2) 61(6) 63 (6) 47(6) -21(5) 0(5) - 27(5)
0 (3) 36 (6) 76 (7) 74 (7) -26(5) -12(5) 4(5)
N(1) 20(5) 30(5) 31(6) -4(4) 6(4) -2(4)
N(2) 23(4) 24 (4) 23(5) -2(s6) -7(5) -2(4)
N(3) 28 (5) 23 (5) 27(7) 2(4) -2(4) -7(4)
N(4) 15(5) 40(s6) 12 (6) -4 (5) -1(4) -1(5)
c(1iT) 93(13) 68 (12) 46 (11) -3(9) 23 (9) 22(11)
c(1) 40(7) 26 (7) 33(8) 1(6) 7(7) -7(6)
c(2) 38(7) 31(7) 28(7) 2(6) 0(6) -6(6)
C(3) 28(7) 27(7) 49(9) 3(7) -15(6) -1(5)
C(4) 32(7) 33(7) 34 (8) ~17(6) -2(6) -3(6)
c(5) 22(7) 51(7) 33(8) 23 (6) -3(8) 4(6)
c(se) 18(6) 57(8) 35(7) -5(7) 6(6) 7(6)
C{11) 65(9) 41(7) 47(9) -2(7) -2(7) 1(7)
c(12) 74 (11) 59 (9) 83(12) -17(10) -22(9) -4(8)
C(13) 67(9) 26 (7) 70(10) 12(7) 3(8) -11(7)
Cc(21) 63(9) 41(8) 52(9) 1(7) -7(7) -1(7)
c(22) 28(7) 71(9) 40 (8) 6(7) -3(6) 4(7)
C{23) 47(7) 48(7) 56 (8) -1(9) -23(8) 18(6)
C(31) 28(7) 58(9) 77(10) ~-3(7) -2(7) -10(7)
C(32) 27(7) 54 (8) 51(9) -1(7) 5(7) 6(6)
C(33) 45(8) 45(8) 51(9) 1(7) 13(7) -16(6)
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Table 1. Crystal data and structure refinement for &d'd} .
~

A. Crystal Data

Identification code 97001

Empirical formula C16H39D3MoN4Si3
Formula weight 473.77
Température 183(2) K
Wavelength 0.71073 A

Crystal morphology

Crystal size 0.17 x 0.12 x 0.12 mm
Crystal system Monoclinic
Space group Cc
Unit cell dimensions a = 17.35280(10) A  alpha = 90°
b = 9.6851(2) A beta = 110.6210(10)°
c = 15.9445(3) A gamma = 90°
Volume, 2 2508.00(7) A, 4
b
, 3

Density (calculated) 1.255 Mg/m

. e s -1
Absorption coefficient 0.673 mm
F(000) 1000
B. Data Collection and Reduction
Diffractometer Siemens SMART/CCD
Scan Type w Scans

o
Scan angle 0.30
6 range for data collection 2.45 to 23.28°
* Limiting indices -19 <= h s 16, -10 = k < 10, -17 = 1 < 17
Reflections collected 5023
Independent reflections 2412 (Rint = 0.0784)
Absorption correction None
C. Solution and Refinement
. , 2

Refinement method Full-matrix least-squares on F
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Data / restraints / parameters 2412 / 2 / 217

Goodness-of-fit on F2 1.085

Final R indices {[I>20(I)] R1 = 0.0660, wR2 = 0.1096

R indices (all data) Rl = 0.0799, wR2 = 0.1148

Absolute structure parameter 0.08(8)

Extinction coefficient 0.0003(2)

Largest diff. peak and hole 0.720 and -0.800 eA_B

Weighting Scheme cale w=1/[\s"2" (Fo*2")+(0.0159P)*2"+3.1068P]

where P=(Fo

Notes Cell constants based upon three sets of fifteen (15) 0.30° w scans. Refle

were harvested using the Siemens XSCANS algorithm.
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Table 2. Atomic coordinates [ x 10°] and equivalent igotropic
.~ displacement parameters [Az x 103] forl&ng(eq) is defined as
(e d

one third of the trace of the orthogonalized Ui tensor.

i

x Y z Uleq)
Mo (1) 1791(1) 4106 (1) 4344 (1) 22 (1)
si(1) 3584 (2) 5694 (4) 4646 (3) 34 (1)
si(2) 1842(2) 1898 (4) 5982 (2) 34 (1)
Si(3) 161(2) 6193 (4) 3567(3) 37(1)
N(1) 2728(6) 4740(9) 4004 (6) 28 (2)
N(2) 1907 (6) 2283 (9) 4960 (6) 30(3)
N(3) 682 (6) 4651.(9) 3537(6) 32(3)
N(4) 1629(6) 2664 (9) 3145(6) 25(2)
c(1) 2656 (8) 4364 (12) 3088 (7) 39(3)
c(2) 2367 (8) 2875 (12) 2891 (9) 37(3)
C(3) 2124 (8) 1165(11) 4451(8) 41 (4)
C(a) 1583 (8) 1266 (11) 3473 (8) 39 (4)
C(5) 268 (8) 3625(12) 2841 (9) 47(4)
C(6) 875 (8) 3090(12) 2425(8) 42 (4)
C(7) 13942 (8) 5467 (11) 5487 (8) 37(3)
C{(11) 3338(9) 7589 (13) 4743 (9) 59 (4)
c(12) 4044 (8) 4934 (14) 5783 (8) 56 (4)
C(13) 4378 (8) 5650 (13) 4120(9) 53 (4)
c(21) 2830(10) 2188 (14) 6913 (9) 65(5)
Cc(22) 997 (9) 2862 (13) 6164 (9) 49 (4)
C(23) 1588 (9) 9(13) 6036 (8) 55(4)
C(31) 881 (9) 7684 (13) 3736 (10) 56 (4)
C(33) -688(9) 6481 (15) 2459(9) 59(4)
C(32) -304(10) 6171 (16) 4460(11) 75 (5)
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Table 3. Bond lengths [A] and angles [o] for aa—ds.
La¥4

Mo (1) -N(3) 1.973(10) Mo (1) -N (1) 1.984(9)

Mo (1) -N(2) 1.996(9) Mo (1) -C(7) 2.188(11)

Mo (1) -N(4) 2.304(9) Si(1)-N(1) 1.742(9)
Si(1)-Cc(13) 1.848(14) 8i(1)-c(12) 1.856(13)
Si(1)-Cc(11) 1.902(13) Si(2)-N(2) 1.714(9)
Si(2)-c(22) 1.846(14) 8i(2)-c(21) 1.85(2)
Si(2)-C(23) 1.891(13) Si(3)-N(3) 1.755(10)
8i(3)-C(32) 1.87(2) Si(3)-C(31) 1.866(14)
Si(3)-C(33) 1.881(13) N(1)-C(1) 1.468(13)
N(2)-C(3) 1.478(13) N(3)-C{(5) 1.474(14)
N(4)-C(4) 1.464(14) N(4)-C(s) 1.46(2)
N(4)-C(2) 1.49(2) Cc(1)-Cc(2) 1.52(2)
C(3)-C(4) 1.51(2) c(5)-c(s6) 1.52(2)
N(3)-Mo(1)-N(1) 116.4(4) N(3)-Mo(1)-N(2) 117.6(4)
N(1)~-Mo(1)-N(2) 117.2(4) N(3)-Mo(1)-~C(7) 100.7(4)
N(1)-Mo(1)-C(7) 99.9(4) N(2)-Mo(1)-C(7) 99.3(4)
N(3)-Mo(1)-N(4) 79.3(4) N(1)-Mo(1)-N(4) 80.4(4)
N(2)-Mo(1)-N(4) 80.4(4) C{(7)-Mo(1)-N(4) 179.7(4)
N(1)-8i(1)-C(13) 109.8(5) N(1)-Si(1)-C(12) 110.3(5)
C(13)-8i(1)-C(12) 107.5(6) N(1)-si(1)-C(11) 113.0(6)
C(13)-8i(1)-Cc(11) 106.5(6) c(12)-8i(1)-~-Cc(11) 109.6 (6)
N(2)-8i(2)-c(22) 111.2(5) N(2)-8i(2)-C(21) 112.1(6)
C(22)-8i(2)-C(21) 111.0(6) N(2)-8i(2)-C(23) 110.4(5)
C(22)-8i(2)-C(23) 105.8(6) C(21)-8i(2)-C(23) 105.9(6)
N(3)-8i(3)-C(32) . 112.1(6) N(3)-8i(3)-C(31) 109.8(5)
C(32)-8i(3)-C(31) 110.3(7) N(3)-S1i(3)-C(33) 109.9(6)
C(32)-8i(3)-C(33) 108.1(7) C(31)-81i(3)-C(33) 106.5(7)
C(1)-N(1)-81i(1) 118.2(7) C(1)-N(1)-Mo(1) 113.8(7)
S$i (1) -N(1)-Mo(1) 128.0(5) C(3)-N(2)-si(2) 118.5(7)
C(3)-N(2)-Mo(1) 112.3(6) 8i(2)-N(2)-Mo (1) 129.1(5)
C(5)-N(3)-8i(3) 118.4(8) C{5) -N(3) -Mo (1) 114.5(7)
Si(3)-N(3)-Mo(1) 127.1(5) C(4)-N(4)-C(6) 113.2(9)
C(4a)-N(4)-C(2) 112.7(9) C{(6)-N(4)-C(2) 111.5(9)
C(4)-N(4)-Mo(1) 105.7(7) C(6)-N(4)-Mo (1) 107.1(7)
C(2)-N(4)-Mo(1) 106.1(7) N(1)-C(1)-C(2) 110.3(9)
N(4)-C(2)-C(1) 109.0(9) N(2)-C(3)-C(4) 109.5(9)
N(4)-C(4)-C(3) 109.6(9) N(3)-C(5)-C{(s6) 109.2(11)
N(4)-C(6)-C(5) 108.7(10)

Symmetry transformations used to generate equivalent atoms:
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Table 4. Anisotropic displacement parameters [Az x 103] for ad-ds.
Pa'd

‘The anisotropic displacement factor exponent takes the form:

2 * 2 * ok
-27 [ {(ha ) Ull + ... + 2hka b U ]

12

Uil U22 U33 U23 U13 U12
Mo (1) 26 (1) 21 (1) 21 (1) -2(1) 9 (1) 1(1)
Ssi(1) 30(2) 29(2) 36 (2) -1(2) 5(2) -5(2)
Si(2) 37(2) 39(2) 22(2) 6(2) 7(2) 0(2)
si(3) 32(2) 33(2) 48(3) 8(2) 18(2) 7(2)
N{1) 27(6) 37(6) 22(6) -18(5) 10(5) -10(5)
N(2) 42(7) 23 (6) 25 (6) 5(5) 12(5) 9(5)
N(3) 44(7) 31(5) 19(6) 1(5) 8 (5) 0(5)
N{4) 37(7) 26 (6) 6(5) -1(5) -2(5) -1(5)
c(1) 35(8) 48(9) 28(7) 12(6) 5(6) -10(7)
c(2) 46 (9) 34 (8) 48 0(7) 37(6) 15(7)
C(3) 61 (10) 30(7) 42(9) 18(7) 31.(9) 16 (7)
C(4) 58 (10) 23(8) 40(8) -5(6) 21(8) -8(7)
c(5) 44(9) 30(7) 63(10) -7(7) 13(8) 2(7)
c(s6) 56 (10) 43(8) 19(7) -5(6) 5(7) -14(8)
c(7) 42(9) 31(8) 37(8) 5(6) 12(7) -1(7)
c(11) 58 (11) 48(9) 52(10) -5(7) -5(8) -11(8)
c(12) 26 (8) 76 (11) 54 (10) 1(8) 1(7). -30(8)
c(13) 40(9) 55 (10) 61 (10) 3(8) 16 (8) -9(8)
c(21) 71(12) 66 (10) 37(9) 2(8) -10(8) 15(9)
c(22) 58 (10) 52(9) 44 (10) -2(7) 24 (9) -7(8)
Cc(23) 79 (12) 52(9) 39(9) 5(7) 29(8) -4(9)
c(31) 47(10) 43(9) 81(11) -14(8) 28(9) 3(8)
C(33) 38(9) 66 (10) 64 (11) 20(9) 7(8) 20(7)
C(32) 70(13) 88 (13) 78(13) 10(10) 41(11) 37(11)
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Table 1. Crystal data and structure refinement for %j.

-

A. Crystal Data

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal morphology
Crystal size
Crystal system
Space group

Unit cell dimensions

Volume, Z
Density (calculated)
Absorption coefficient

F(000)

B. Data Collection and Reduction

Diffractometer

Scan Type

Scan angle

8 range for data collection
Limiting indices

- Reflections collected
Independent reflections

Absorption correction

C. Solution and Refinement

Refinement method

96208

C, _.H

21 50M0N481

3
538.86
183(2) K

0.71073 A

0.20 x 0.11 x 0.11 mm

Hexagonal

P6,

a = 20.820(6) A alpha = 90°
= 20.820(6) A beta = 90°

c = 11.680(5) A gamma = 12

4385 (3) A3, 6
3

1.224 Mg/m

0.586 mm_l

1728

Siemens SMART/CCD
w Scans

0.30°

1.13 to 20.00°
-19 < h = 23, -23 s k s 13,
12846

2728 (Rint = 0.1181)

None

o
0

-12 < 1

. 2
Full-matrix least-squares on F

1/

s 12
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Data / restraints / parameters 2679 / 1 / 259

Goodness-of-fit on F2 1.113

Final R indices [I>20(I)] Rl = 0.0569, wR2 = 0.1488

R indices (all data) Rl = 0.0670, wR2 = 0.1702

Absolute structure parameter 0.43(10)

Extinction coefficient 0.0003(2)

Largest diff. peak and hole 0.653 and -0.421 eA_3

Weighting Scheme calc w=1/[\8"2" (Fo™2")+(0.0522P) “2*+13.5431P]
where P=(F

Notes Cell constants based upon three sets of fifteen (15) 0.30° w scans. Refle

were harvested using the Siemens XSCANS algorithm.
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Table 2. Atomic coordinates [ x 10 ] and equivalent isotropic
. .2 ,
- displacement parameters [A~ x 103] for ij.U(eq) is defined as

one third of the trace of the orthogonalized Ui tensor.

b

x v z U(eq)
Mo (1) -6642(1) 13(1) -9754 (1) 24 (1)
Si(1) -4935(1) 1527(1) -10007(2) 38 (1)
si(2) -6920 (1) -1726 (1) -9932(2) 35(1)
Si(3) -8159(1) 239(2) -9908(2) 39(1)
N{1) -5564 (4) 649 (4) -9422(6) 34 (2)
N(2) -7105 (4) -1061 (4) -9310(7) 34 (2)
N(3) -7273(4) 457 (4) ~-9419 (6) 35(2)
N(4) -6603 (4) 75 (4) -7683(9) 25(3)
c(1) -5373(5) 459 (6) -8327(9) 44 (3)
c(2) ~-5806 (5) 537(5) -7360(9) 41 (3)
C(3) -7452(5) -1194 (5) -8216 (9) 41(3)
C(4) -6928(6) -715(6) -7292(8) 45 (3)
C(5) ~7054 (6) 880 (6) -8338(8) 40 (3)
c(6) -7062(5) 415(5) -7366 (9) 39(3)
C(11) -5413(5) 2080(5) -10278(10) 55(3)
c(12) -4179(6) 2054 (6) -8960(11) 74 (4)
C{(13) -4490(7) 1456 (7) -11337(12) 88 (4)
c(21) ~-5912(5) -1327(5) -10166(10) 51(3)
C(22) -7210(6) -2516 (5) -8891(11) 66 (3)
C(23) -7487(7) -2147(6) -11233(11) 71(4)
C(31) -8529(6) -496(7) -11038(13) 79 (4)
Cc{32) -8858(6) -149(6) -8731(11) 65(3)
C(33) -8109(7) 1109(7) -10489(13) 78 (4)
c(101) -6735(6) -53(5) -11604(12) 34 (5)
c(102) -6265(5) ~-295(5) -12307(9) 44 (3)
C(103) -6465(6) -419(6) -13599(11) 60(3)
C{104) -6476(8) 235(8) -14138(10) 65(4)
c(105) . -6947(7) 470 (6) -13477(11) 65 (4)
c{106) -6696(5) 621 (5) -12235(9) 40(3)
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Table 3. Bond lengths [A] and angles | for%.

L.

Mo (1) -N(3) 1.987(7) Mo (1) -N(1) 1.991(7)
Mo (1) -N{(2) 2.012(7) Mo (1) -C(101) 2.167(14)
Mo (1) -N(4) 2.422(10) Si(1)-N(1) 1.765(8)
Si(1)-C(13) 1.852(13) Si(1)-c(12) 1.857(11)
Si(1)-C(11) 1.888(9) 81 (2)-N{2) 1.767(8)
8i(2)-C(21) 1.852(9) 5i(2)-Cc(23) 1.854(12)
Si(2)-C(22) 1.886(11) Si(3)-N(3) 1.760(8)
Si(3)-C(32) 1.867(12) Si(3)-C(31) 1.871(12)
Si(3)-C(33) 1.888(11) N(1)-C(1) 1.452(12)
N(2)-C(3) 1.426(12) N(3)-C{(5) 1.475(12)
N(4)-C(6) 1.491(11) N(4)-C(2) 1.491(12)
N(4)-C(4) 1.504(13) C(1)-Cc{(2) 1.504 (14)
C(3)-C(4) 1.504(14) C(5)-C(86) 1.488(14)
C(101)-C(102) 1.542(14) C(101) -C(106) 1.551(13)
C(102)-C(103) 1.553(14) C(103)-C(104) 1.51(2)
C(104)-C(105) 1.509(14) ¢(105)-C(106) 1.521(14)
N(3)-Mo(1)~-N(1) 116.1(3) N(3)-Mo(1)-N(2) 113.9(3)
N(1)-Mo(1l)-N(2) 116.3(3) N(3)-Mo(1)-C(101) 99.6(3)
N(1)-Mo{(1l)-C(101) 105.8(3) N(2)-Mo(1)-C(101) 102.0(3)
N(3)-Mo (1) -N{4) 77.9(3) N(1)-Mo(1)-N{4) 76.9(3)
N(2)-Mo (1) -N(4) 77.7(3) C(101) -Mo (1) -N(4) 177.0(3)
N(1)-8i(1)-C(13) 112.5(5) N(1)-8i(1)-Cc(12) 109.1(5)
C(13)-81i(1)-C(12) 106.9(6) N{1)-Si(1)-C(11) . 110.5(4)
C(13)-8i(1)-C(11) 110.2(6) C(12)-8i(1)-C(11) 107.4(5)
N(2)-8i(2)-C(21) 110.6(4) N(2)-8i(2)-C(23) 111.7(4)
C(21) -8i(2)-C(23) 113.7(6) N(2)-81i(2)-C(22) 108.6(5)
C(21)-S8i(2)-C(22) 106.5(5) C(23)-8i(2)-c(22) 105.4(5)
N(3)-81i(3)-C(32) 111.2(5) N(3)-81i(3)-C(31) 112.9(4)
C(32)-8i(3)~C(31) 104.6 (5) N(3)-81i(3)-C(33) 108.8(5)
C(32)-81i(3)-C(33) 109.7(6) C(31)-S1i(3)-C(33) 109.5(7)
C(1)-N(1)-8i(1) 117.3(8) C(1)-N(1) -Mo (1) 111.2(6)
Si(1)-N(1)-Mo (1) 128.2(4) C(3)-N(2)-81i(2) 120.3(6)
C(3)-N(2)-Mo(1) 111.2(8) 8i(2)-N(2)-Mo(1) 126.4(4)
C(5) -N(3)-8i(3) 113.7(s6) C(5)-N(3)-Mo (1) 111.6(6)
Si(3)-N(3)-Mo(1) 131.9(4) C(6)-N(4)-C(2) 113.7(7)
C(6)-N(4)-C(4) 113.6(7) C(2)-N(4)-C(4) 112.0(7)
C(6)-N{4)~Mo(1) 105.1(6) C(2)-N(4)-Mo (1) 106.5(8)
C(4)-N(4)-Mo(1l) 105.1(6) N(1)-C(1)-C(2) 111.7(8)
N(4)-C(2)-C(1) 106.0(8) N(2)-C(3)-C{4) 112.7(8)
C(3)-C(4)-N(4) 106.7(8) N(3)-C(5)-C(6) 111.4(8)
C(5)-C(6)-N(4) 108.6(8) C(102)-C(101)-C(1086) 106.7(10)
: C(102)-C(101)-Mo (1) 120.0(7) C(106) -C(101) -Mo (1) 116.9(7)
C(101)-C(102)-C(103) 114.2(9) C(104) -C(103)-C(102) 112.2(9)
C(105)-C(104)-C(103) 112.7(11) C(104)-C(105)-C(1086) 110.0(9)
C(105)-C(106)-C(101) 114.2(9)

Symmetry transformations used to generate equivalent atoms:
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Table 4. Anisotropic displacement parameters [Az x 103] for l&.
~
The anisotropic displacement factor exponent takes the form:

22[(1—1*2 hk*b*
=27 a ) Ull + ... + 2hka Ul ]

Jo LALLL, AL, IV Ad
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U1l U22 U33 U23 UL3 U12
Mo (1) 20(1) 21 (1) 32(1) -3(1) -3(1) 11 (1)
si(1) 29 (1) 28(1) 53(2) 5(2) 9 (1) 10(1)
si(2) 33(1) 22(1) 52(2) -2{1) -2(2) 15(1)
Si(3) 32(1) 50(2) 43(2) -6(2) -1(2) 26 (1)
N (1) 19(4) 39(5) 39(5) 0(4) 0(3) 9 (4)
N(2) 21 (4) 11(4) 59(6) -3(3) -3(4) 0(3)
N(3) 31(4) 32(4) 51(6) -2(4) 6(4) 22(4)
N(4) 40(7) 18(5) 13 (6) 3(3) -6(3) 12(4)
c(1) 22 (6) 59(7) 48(7) 1(5) -3(5) 17(6)
c(2) 45 (7) 18(5) 53(7) -2(5) -21(6) 12 (5)
C(3) 36(6) 31(6) 58(8) 20(6) 19(6) 18(5)
C(4) 63(7) 66(8) 19(6) -15(6) -6(6) 43 (7)
C(5) 48(7) 44 (7) 37(7) 3(5) -8(5) 30(s)
Cc(s) 34(6) 30(s6) 55(7) -6 (6) 6(5) 16 (5)
Cc(11) 37(6) 38(6) 96 (9) 21.(6) 21(6) 23 (5)
c(12) 69(8) 39(7) 101(10) -16 (7) -33(8) 18(6)
c(13) 76 (9) 65(9) 98 (11) 21(8) 38(8) 17(8)
c(21) 36 (6) 44 (6) 75(9) -4 (6) 0(6) 22(5)
c(22)  63(7) 34 (6) 102(10) 22(7) 21(7) 24 (6)
C(23) 81 (9) 50(7) 89 (9) -9(7) -13(8) 39(7)
C(31) 28(6) 87(10) 94 (10) -50(8) -22(6) 8(6)
C(33) 89(9) 63(8) 108(10) 12(7) -8(8) 57(8)
c(101) 29(7) 40(8) 32(9) -1(5) -6 (5) 16 (5)
Cc{102) 53(6) 44 (6) 46(7) -3(5) 0(6) 33(6)
C(103) 77(8) 69(8) 55(8) -18(7) -12(7) 51(7)
C(104) 112(10) 66 (8) 29(6) -24(7) -26(7) 54 (7)
C(105) 113(10) 62(8) 57(8) 5(6) 9(7) 72 (8)
C(106) 53(7) 34 (6) 38(6) -2(5) 15(6) 26 (5)
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Table 1. Crystal data and structure refinement for {VIM,U}Mo.

A. Crystal Data

Identification code 96150

Empirical formula C15H38MON4Si3

Formula weight 454.70

Temperature 188(2) K

Wavelength 0.71073 A

Crystal morphology ?

Crystal size 0.60 x 0.43 X 0.34 mm

Crystal sgystem Monéclinic

Space group PZl/n

Unit cell dimensions a =8.972(3) A  alpha = 90°
= 17.308(4) A beta = 100.61(3)°

15.398(3) A gamma = 90°

C =
«3
Volume, Z 2350.2(11) A™, 4
. 3
Density (calculated) 1.285 Mg/m
. - -1
Absorption coefficient 0.716 mm
F(000) 960
B. Data Collection and Reduction
Diffractometer Siemens SMART/CCD
Scan Type w Scans
o
Scan angle 0.30
6 range for data collection 1.79 to 23.26O
* Limitihg indices -8 s hs 39, -16 s ks 19, -16 < 1 < 16
Reflections collected 9331
Independent reflections 3337 (Rint = 0.0240)
Absorption correction Semi-empirical from psi-scans
Max. and min. transmigsion 0.3072 and 0.2595

C. Solution and Refinement
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Refinement method Full-matrix least-squares on F2

Data;/ restraints / parameters 3335 / 0 / 204

Goodness-of-fit on F2 1.125

Final R indices [I>20(I)] Rl = 0.0231, wR2 = 0.0572

R indices (all data) Rl = 0.0242, wR2 = 0.0583

Extinction coefficient 0.0045(6)

Largest diff. peak and hole 0.293 and -0.248 eA >

Weighting Scheme calc w=1/[\s"2"(Fo™2")+(0.0177P)*2"+2.2313P]

where P=(Fo

Notes Cell constants based upon three sets of fifteen (15) 0.30o w scans. Refle

were harvested using the Siemens XSCANS algorithm.
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Table 2. Atomic coordinates [ x 104] and equivalent isotropic
’ .2 3 .
- displacement parameters [A”~ x 107] forbd’. U(eq) is defined as

one third of the trace of the orthogonalized Uij tensor.

X Y z Ul(eq)
Mo (1) 1463(1) 5789 (1) 2628 (1) 22 (1)
5i(1) 3860 (1) 6381 (1) 3957 (1) 28 (1)
Si(2) 458 (1) 4087 (1) 3362 (1) 28 (1)
Si(3) 2695 (1) 5717 (1) 718 (1) 30(1)
N(1) 2066 (2) 6655 (1) 3422(1) 30(1)
N{(2) 42 (2) 5028 (1) 2991 (1) 27(1)
N(3) 1316 (2) 5958 (1) 1334 (1) 28 (1)
N(4) ~647(2) 6506 (1) 2376 (1) 27 (1)
c(1) 1000 (3) 7269 (1) 3523 (2) 34(1)
c(2) -202(3) 7301 (2) 2681 (2) 38(1)
C(3) 100(3) 6492 (2) 920(2) 35(1)
C(4) -1568(3) 5274 (1) 2882 (2) 31(1)
C(5) -1683(3) 6148 (2) 2906 (2) 34 (1)
c(6) -1222(3) 6466 (2) 1413 (2) 37(1)
C(11) 3859 (3) 5504 (2) 3270(2) 34 (1)
c(12) 5265 (3) 7154 (2) 3850(2) 37(1)
c(13) 3907 (4) 6219 (2) 5158 (2) - 52(1)
C(21) 1072 (4) 4063 (2) 4588 (2) 47 (1)
C(22) -1285(3) 3478(2) 3059(2) 41 (1)
c(23) 1360 (3) 3636 (2) 2838 (2) 40(1)
C(31) 4259 (3) 6446 (2) 899 (2) 54 (1)
C(32) 3474 (3) 4735(2) 1008 (2) 48 (1)
C(33) 1871(3) 5714 (2) -489(2) 43 (1)
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Table 3. Bond lengths [A] and angles °1 for inNSUlMU.

WSS MW EE MV YRR S MO &Y

Mo (1)-N(1)
Mo (1) -N(3)
Mo (1) -C(11)
Si(1)-N(1)
Si(1)-C(13)
5i(2) -N(2)
si(2)-c(21)
Si(3)-N(3)
Si(3)-C(31)
N(1)-C(1)
N(3)-C(3)
N(4)-C(5)
C(1)-C(2)
c(4a)-C(5)

N(1)-Mo (1) -N(2)
N{2)-Mo (1) -N{(3)
N(2)-Mo(1)-N(4)
N(1l)-Mo(1l)-C(11)
N(3)-Mo(1)-C(11)
N(1)-Mo(1)-si(1)
N(3)-Mo (1) -8i (1)
C(11)-Mo (1) ~-Si(1)
N(1l)-Si(1)-C(13)
N{1)-8i(1)-C(12)
C(13)-81i(1)-C(12)
C(11)-8i(1)-Mo{1)
C(12)-8i(1)-Mo{1)
N(2)-8i(2)-C(21)
N(2)-81(2)-C(22)
c(21)-81i(2)-C(22)
N(3)-Si(3)-C(31)
N(3)-81(3)-C(33)
C(31)-81i(3)-C(33)
C(1)-N(1)-Mo (1)
C(4)-N(2)-8i(2)
Si(2)-N(2)-Mo(1)
C(3)-N(3)-Mo (1)
C(6)-N(4)-C(5)
C(5)-N(4)-C(2)
C(5)-N(4)-Mo (1)
N(1)-C(1)-C(2)

: N(3)>C(3)-C(6)

N(4)-C(5)-C(4)
Si(1)-C(11)-Mo(1)

PR RRRPRRRRBRERNDRR

.948(2)
.994(2)
.249(3)
.734(2)
.865(3)
.743(2)
.867(3)
.743(2)
.869(3)
.456 (3)
.481(3)
.481(3)
.527(4)
.517{4)

116.

116
81.
76

110
36.

124.
40

111

110.

107
51.

128

110.

108.

108

110

110

107.

121.

1le

115

113

108

110
88

95(8)

.83(8)

40(8)

.13(9)
.68(9)

16(s6)
22(6)

.09(7)
.17(13)

18(11)

.62(13)

56 (8)

.54 (9)

98 (11)
99 (11)

.47(14)
.24 (12)
.56(12)

42(14)
1(2)

-7(2)
127.

08(10)

.47 (14)
.2(2)

111.
105.
.2(2)
110.
.6(2)

.35(10)

9(2)
62(14)

3(2)

Mo (1) -N(2)
Mo (1) -N(4)
Mo (1) -81i (1)
Si(1)-c(11)
8i(1)-C(12)
8i(2)-c(23)
8i(2)-c{22)
81 (3)-C(32)
Si(3)-C(33)
N(2)-C(4)
N{4)-C(s)
N(4)-C(2)
Cc(3)-C(s)

N(1)-Mo (1) -N(3)
N(1)-Mo(1)-N(4)
N(3)-Mo(1)-N(4)
N(2)-Mo(1)-C(11)
N(4)-Mo(1)-C(11)
N(2)-Mo(1)-81i(1)
N(4)-Mo(1)-8i(1)
N(1)-8i(1)-C(11)
C(11)-8i(1)-C{13)
Cc(11)-8i(1)-C(12)
N(1)-Si(1)-Mo (1)
C(13)-5i(1)-Mo(1)
N(2)-81i(2)-C(23)
C{23)-8i(2)-Cc(21)
C{23)-8i(2)-C(22)
N{3)-8i(3)-C{(32)
C(32)-8i(3)-C(31)
C(32)-8i(3)-C(33)
C(1)-N(1)-si(1)
Si(1)-N(1)-Mo(1)
C(4)-N(2)-Mo (1)
C(3)-N(3)-81i(3)
Si(3)-N(3)-Mo (1)
C(6)-N(4)-C(2)
C(6)-N(4)-Mo (1)
C(2)-N(4)-Mo (1)
N(4)-C(2)-C(1)
N(2)-C(4)-C(5)
N(4)-C(6)-C(3)

PRRERHEBPREPEBRERNDNR

.983(2)
.237(2)
.8705(11)
.849(3)
.866(3)
.865(3)
.873(3)
.861(3)
.869(3)
.486(3)
.479(3)
.485(3)
.523(3)

118.
79.
81.

110.

155

118

115.
92

116.

117.
41.

122.

112.

109.

107.

111.

110.

107.

136.

102.

116.

117.

125.

112.

106.

106.

109.

110.

109.

27(8)
03(8)
20(7)
04 (9)

.16 (8)
.21(6)

11(6)

.93 (11)

21(13)
86 (12)
53(7)
04 (10)
15(11)
07(14)
03(13)
15(11)
0(2)
36 (13)
1(2)
30(10)
1(2)
1(2)
87(11)
6(2)
01(14)
87(14)
9(2)
6(2)
8(2)

Symmetry transformations used to generate equivalent atoms:
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Table 4. Anisotropic displacement parameters [Az x 103] for ibffngujfﬂo.

"The anisotropic displacement factor exponent takes the Fform:

2 * 2 *  *

27 [ (ha ) Ull + ... + 2hka b U12 ]

Uil U22 U33 U23 U13 Ul2
Mo (1) 19(1) 24 (1) 23 (1) 2(1) 5(1) 3(1)
si(1) 25(1) 29(1) 28 (1) 1(1) 2(1) 1(1)
Si(2) 32 (1) 26 (1) 27(1) 0(1) 7(1) ~-1(1)
Si(3) 29 (1) 35(1) 27(1) -2(1) 10(1) 2 (1)
N (1) 26 (1) 30(1) 32(1) -1(1) 3(1) 2 (1)
N(2) 23(1) 30(1) 27(1) 2(1) 6(1) 1(1)
N(3) 24 (1) 36 (1) 25(1) 4(1) 7(1) 7(1)
N(4) 22(1) 32 (1) 27(1) 3(1) 7(1) 5(1)
c(1) 32(1) 29(1) 40 (1) -5(1) 8 (1) 3(1)
Cc(2) 34 (1) 32(1) 48(2) 2(1) 9 (1) 10(1)
c(3) 32(1) 47(2) 28(1) 10(1) 7(1) 12 (1)
Cc(4) 24 (1) 39(1) 32(1) 1(1) 7(1) -1(1)
c(5) 25(1) 45(2) 34 (1) 2(1) 9 (1) 6 (1)
c(e) 29(1) 48(2) 34 (1) 6(1) 4(1) 12 (1)
c(12) 31(1) 38(2) 42(2) -4 (1) 5(1) -2{1)
C(13) 59(2) 61(2) 34 (2) 7{(1) 4 (1) -6(2)
Cc(21) 65(2) 40(2) 33(2) 4(1) 3(1) 8 (1)
c(22) 41(2) 35(2) 49 (2) -1(1) 16 (1) -9(1)
c(23) 39(2) 30(1) 53(2) -3(1) 14 (1) o(1)
C(31) 40(2) 66 (2) 61(2) -16(2) 23(2) -13(2)
C(32) 54 (2) 51(2) 43(2) 1(1) 19 (1) 19(1)
C(33) 52(2) 51(2) 30(1) -4(1) 12 (1) 10(1)




