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Cartesian coordinate file for [CpV(CO);[Ga{[N(Ph)C(H)].}]]" (6")
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Molecular orbital compositions for [CpV(CO)3;[Ga{[N(Ph)C(H)]2}]] (6'):
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Cartesian coordinate file for [Cp'Mn(CO);[Ga{[N(Ph)C(H)]2}]] (7")
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Molecular orbital compositions for [Cp'Mn(CO),[Ga{[N(Ph)C(H)]:}]] (7'):

HOMO-5 to LUMO+5
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Cartesian coordinate file for [CpCo(CO)[Ga{[N(Ph)C(H)]2}]]" (8")
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Molecular orbital compositions for [CpCo(CO)[Ga{[N(Ph)C(H)]2}]] (8'):
HOMO-9 to LUMO+5

59 A 13.37% 1 P:z -5.615 0.67
12.98% 1 P:z -5.615 0.67
7.45% 1 P:x -7.416 1.00
7.00% 1 P:x -7.416 1.00
6.58% 1 P:z -5.615 0.67
4.91% 1 P:z -5.615 0.67
4.87% 1 D:z2 -8.771 1.40
3.14% 1 P:z -5.615 0.67
2.30% 1 P:z -7.416 1.00
2.15% 1 s -8.924 2.00
1.92% 1 P:y -2.768 0.33
1.71% 1 P:z -5.615 0.67
1.55% 1 P:z -7.416 1.00
1.39% 1 pP:z -5.615 0.67
1.21% 1 P:x -5.615 0.67
1.18% 13 -6.383 1.00
1.18% 13 -18.578 2.00
1.10% 1 P:x -5.615 0.67
60 A 16.77% 1 D:z2 -8.771 1.40
9.19% 1 P:z -5.615 0.67
7.77% 1 P:x -5.615 0.67
6.98% 1 P:x -5.615 0.67
5.34% 1 p:z -5.615 0.67
4.85% 1 P:z -5.615 0.67
4.27% 1 P:z -5.615 0.67
3.32% 1 P:z -5.615 0.67
2.91% 1 Py -5.615 0.67
2.76% 1 D:xy -8.771 1.40
2.49% 1 P:z -5.615 0.67
2.45% 1 P:z -5.615 0.67
2.37% 1 P:x -5.615 0.67
2.30% 1 P:z -7.416 1.00
1.93% 1 P:z -5.615 0.67
1.81% 1 P:y -5.615 0.67
1.67% 1 P:x -0.498 0.00
1.65% 1 P:z -2.768 0.33
1.46% 1 P:y -5.615 0.67
1.25% 1 P:y -5.615 0.67
1.18% 1 s -13.830 2.00
61 A 13.30% 1 P:x -5.615 0.67
11.90% 1 D:x2-y2 -8.771 1.40
10.94% 1 P:z -5.615 0.67
9.18% 1 P:z -5.615 0.67
8.12% 1 P:x -5.615 0.67
6.59% 1 P:z -5.615 0.67
5.37% 1 D:yz -8.771 1.40
4.97% 1 P:x -5.615 0.67
4.32% 1 P:y -5.615 0.67
3.20% 1 D:xy -8.771 1.40
2.74% 1 pP:y -5.615 0.67
2.49% 1 D:xz -8.771 1.40
2.24% 1 P:z -5.615 0.67
2.02% 1 P:y -5.615 0.67
1.52% 1 P:y -0.498 0.00
1.25% 1 Py -5.615 0.67
1.19% 1 P:y -5.615 0.67
62 A 13.44% 1 P:x -7.416 1.00
9.32% 1 P:x -7.416 1.00
6.08% 1S -8.924 2.00
5.05% 1 P:z -7.416 1.00
4.46% 1 P:z -5.615 0.67
4.05% 1 P:z -2.768 0.33
3.81% 1 P:z -5.615 0.67
3.60% 1 P:x -5.615 0.67
2.87% 1 P:z -5.615 0.67
2.51% 1 P:x -5.615 0.67
2.48% 1 P:z -5.615 0.67
2.24% 1 D:z2 -8.771 1.40
2.09% 1 pP:y -7.416 1.00
2.08% 1 P:z -0.498 0.00
2.04% 1 P:z -5.615 0.67
1.98% 1 D:xz -8.771 1.40
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Cartesian coordinate file for [CpV(CO);[C{IN(Ph)C(H)]2}1] (9)

23.8887 1.4652 19.1091
23.8887 1.4652 21.4241
26.4396 3.2909 19.2069
23.1456 3.9731 17.4052
20.9187 2.1472 19.8718
24.1612 2.5166 22.2982
23.4335 0.4791 22.3012
23.8906 2.1835 23.6328
23.4374 0.9090 23.6369
24.8053 3.7884 22.0236
24.1389 4.8131 21.3429
24.7798 6.0474 21.1701
26.0658 6.2604 21.6863
26.7186 5.2339 22.3797
26.0891 3.9957 22.5488
23.0980 -0.9034 22.0238
24.0108 -1.8939 22.4124
23.6921 -3.2451 22.2303
22.4591 -3.6017 21.6643
21.5460 -2.6038 21.2908
21.8589 -1.2489 21.4745
24.3728 -0.9208 18.9656
23.2396 -0.6520 18.1467
23.6478 0.2367 17.1084

25.0336 0.5261 17.2944

25.4802 -0.1886 18.4529
25.4544 2.6686 19.3227
23.4225 3.0329 18.0573
22.0450 1.9018 19.6270
24.0324 2.8906 24.4368
23.1066 0.2734 24.4454
23.1417 4.6413 20.9480
24.2701 6.8439 20.6314
26.5576 7.2218 21.5488
27.7184 5.3889 22.7821
26.5918 3.1842 23.0727
24.9674 -1.5997 22.8409
24.4055 -4.0145 22.5260
22.2078 -4.6532 21.5242

20.5820 -2.8806 20.8636
21.1555 -0.4686 21.1954

24,3934 -1.5784 19.8238
22.2475 -1.0710 18.2719
23.0207 0.6122 16.3080
25.6454 1.1580 16.60611

jusiiiasiifa e siila ol as e sia sl as lita sia sias s e sl l s il O HON OO NONONONONONONONONONONONO RO N NO RO NO N IO NONO NI

26.4894 -0.1949 18.8502
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Cartesian coordinate file for [Cp'Mn(CO);[C{[N(Ph)C(H)]:}]] (10)

Mn 28.1596 7.3596 6.9622
C 28.1596 7.3596 9.0236
0 25.3963 8.2507 6.3381
0 29.3082 10.1100 6.9550
N 29.0159 6.7360 9.9487
N 27.3549 8.1285 9.8727
C 28.7425 7.1234 11.2721
C 27.7126 7.9926 11.2208
C 30.0367 5.7363 9.7404
C 31.2653 6.0608 9.1526
C 32.2735 5.0905 9.0811
C 32.0674 3.8089 9.6122
C 30.8414 3.4941 10.2140
C 29.8261 4.4552 10.2755
C 26.1871 8.9348 9.5682
C 26.3283 10.2834 9.2195
C 25.1862 11.0887 9.1154
C 23.9153 10.5510 9.3655
C 23.7829 9.1962 9.7052
C 24.9197 8.3869 9.8072
C 26.4682 7.9452 6.7202
C 28.8483 9.0232 6.9855
C 27.7073 5.3434 5.9282
C 27.9190 6.3890 4.9556
C 29.2550 6.8633 5.0800
C 29.8909 6.1249 6.1317
C 28.9312 5.2014 6.6479
C 26.4825 4.46061 6.0488
H 29.3288 6.7609 12.1047
H 27.2054 8.5415 12.0020
H 31.4226 7.0641 8.7654
H 33.2292 5.3411 8.6235
H 32.8607 3.0645 9.5679
H 30.6759 2.5063 10.6414
H 28.8703 4.2249 10.7436
H 27.3194 10.6927 9.0365
H 25.2913 12.1410 8.8508
H 23.0313 11.1860 9.3050
H 22.7979 8.7715 9.9004
H 24.8337 7.3358 10.0783
H 27.1856 6.7388 4.2367
H 29.7139 7.6366 4.4747
H 30.9218 6.2237 6.4457
H 29.1019 4.4860 7.4448
H 25.5628 5.0215 5.8303
H 26.5382 3.6257 5.3386
H 26.3925 4.0397 7.0554
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Cartesian coordinate file for [CpCo(CO)[C{[N(Ph)C(H)]2}]] (11)

H 0.3515 -4.2784 0.9615
C -0.4450 -3.6888 1.4121
H -1.8301 -5.3471 1.5178
C -1.6706 -4.2907 1.7296
C -0.2378 -2.3286 1.6717
H 1.6313 0.0702 -1.2209
C 0.8837 0.8448 -1.3373
C -2.6917 -3.5308 2.3132
C -1.2640 -1.5752 2.2536
H -0.4646 0.0454 -2.9401
H -3.6509 -3.9888 2.5500
H 1.4787 2.3693 0.1970
C -0.2197 0.8361 -2.2409
H -0.8727 -0.4627 4.7369
C 0.7945 2.0618 -0.5865
C -2.4891 -2.1710 2.5789
N -1.0589 -0.1817 2.5846
C -0.9067 0.2387 3.9154
0 -3.3026 -0.9197 -0.6133
Co -1.0446 0.8938 -0.2210
C -2.3976 -0.1999 -0.4090
C -1.0446 0.8938 1.6967
C -0.7972 1.5909 3.8975
C -0.9407 2.0880 -2.1002
C -0.3039 2.8511 -1.0960
H -0.6737 2.3022 4.7017
N -0.8944 1.9904 2.5531
H -1.8187 2.3753 -2.6668
H -0.5977 3.8338 -0.7506
C -0.0911 4.3084 2.2933
C -1.1207 3.3680 2.1858
H 0.4636 6.3840 2.0458
C -0.3414 5.6518 1.9762
C -2.4039 3.7564 1.7804
C -1.6206 6.0515 1.5628
C -2.6552 5.1022 1.4686
H -1.8148 7.0957 1.3175
H -3.6560 5.4061 1.1596
H -3.1874 3.0067 1.7047
H 0.7057 -1.8473 1.4264
H -3.2809 -1.5655 3.0148
H 0.9007 3.9869 2.6033



