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Table S1. Different catalytic activities stem from experimental data.

Activity/10* g mol! h~! atm™!

Fe-1a¢ Act. Fe-1b? Act. Fe-2? Act. Fe-3¢ Act. Co-37 Act. Ni-3¢ Act.

1 380 7 389 13 933 Fel9 478 Col9 685 Nil9 374
2 491 8 491 14 91.0 Fe20 1.63 Co20 67.1 Ni20 329
3 942 9 942 15 87.2 Fe2l 0.199 Co21 523 Ni2l 333
4 380 10 127 16 41.1 Fe22 264 Co22 558 Ni22 347
5 196 11 230 17 924 Fe23 513 Co23 642 Ni23 33.1
6 222 12 13.1 18 263 Fe24 0275 Co24 285 Ni24 588

Condition: “ Fe-1 oligomers, 10 atm and temperature: 40°C, 1000 of Al/Fe, MAO; ?
Fe-2: oligomers, 1 atm and temperature: 20°C, 500 of Al/Fe, MAO; ¢ Fe-3:
oligomers, 1 atm and temperature: 20°C, 500 of Al/Fe, MMAO; ¢ Co-3: oligomers, 1
atm and temperature: 20°C, 500 of Al/Co, MAO; ¢ Ni-3: oligomers, 1 atm and
temperature: 20°C, 300 of Al/Ni, Et,AlCI.

Table S2. The original fitting coefficients of multiple linear regression equation (m)

for combined system of Fe—1a and Fe-2 along with correlation coefficient (R?)
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Figure S1. The plot of calculated activities versus experimental activities for

combined system of Fe—1a and Fe-2 (a) as well as Fe—1b and Fe-3 (b) systems.
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Figure S2. The plot of calculated activities versus experimental activities for Iz nis
(a) and I'Vi3_co3 (b) systems.

Table S3. The all coordinates of the optimize structures for complexes 1-Ni24.

Complex 1
X Y 4

Fe -0.2800 4.1810 5.1580
Cl -1.8510 2.5140 5.0660
Cl -1.1630 6.0810 4.2270
N 1.2240 3.5430 3.5670
N -0.5290 4.7550 7.3420
N 1.6260 3.9870 6.0600
C -0.4110 2.2370 0.5720
H -0.8750 1.3940 0.2230
C 0.8970 4.5840 1.4580
C 3.5520 2.8180 3.0650
H 3.2180 2.6450 2.0420
H 3.9420 1.8720 3.4450
H 4.3600 3.5500 3.0300
C 0.1470 2.2640 1.8710
C -1.7820 5.4740 9.2190
H -2.6760 5.7650 9.6230
C 2.4630 3.3090 3.9620
C 0.7680 3.4620 2.3310
C 3.9500 3.4350 5.9750
H 4.7820 3.1240 5.4700
C 2.9920 4.4820 9.4580
H 3.8690 4.4090 9.9800
C 4.0730 3.7340 7.3460
H 4.9840 3.6350 7.8020
C 1.8230 4.9010 10.1310
H 1.8710 5.1260 11.1280




C 2.9510 4.1640 8.0800
C -0.6210 5.4100 10.0180
H -0.6710 5.6560 11.0090
C 2.6950 3.5700 5.3270
C -1.6890 5.1290 7.8530
H -2.5160 5.1660 7.2550
C 0.6000 5.0050 9.4330
C 1.7250 4.2750 7.3820
C 0.5730 4.6850 8.0530
C -0.3370 3.3580 -0.2680
H -0.7510 3.3250 -1.2020
C 0.3200 4.5170 0.1680
H 0.3800 5.3120 -0.4730
C 0.0720 1.0080 2.6650
H 0.5120 1.1020 3.6580
H -0.9690 0.7040 2.7830
H 0.6080 0.2140 2.1410
C 1.6520 5.8080 1.8490
H 1.5920 6.5960 1.0960
H 1.2720 6.2140 2.7830
H 2.7050 5.5580 1.9840
Complex 2
X Y V4

Fe -0.3450 3.9850 5.2030

Cl -1.7400 2.1710 5.2960
Cl -1.4520 5.7280 4.2040
N 1.1680 3.4230 3.5880
N -0.5750 4.6830 7.3530
N 1.5940 3.9920 6.0530
C -0.2100 2.1650 0.4430
H -0.5480 1.3080 0.0000
C 0.8060 4.5710 1.5480
C -1.1360 0.1160 2.5270
H -1.1260 -0.6780 3.2760
H -1.3290 -0.3420 1.5550
H -1.9540 0.8010 2.7540
C 3.5210 2.7900 3.0730
H 3.1780 2.5480 2.0670
H 3.9760 1.8890 3.4870
H 4.2820 3.5680 2.9840
C 0.2370 2.1600 1.7850
C 0.2260 0.8570 2.5260
H 0.9710 0.2000 2.0700
H 0.5250 0.9890 3.5670




C -1.8260 5.4320 9.2200
H -2.7270 5.6850 9.6310
C 2.4220 3.2570 3.9720
C 0.7320 3.3800 2.3410
C 3.9450 3.5740 5.9370
H 4.7810 3.2830 5.4280
C 3.0100 4.7790 9.3750
H 3.9030 4.7960 9.8740
C 4.0830 3.9650 7.2830
H 5.0090 3.9490 7.7180
C 1.8330 5.1630 10.0550
H 1.8910 5.4540 11.0340
C 2.9550 4.3730 8.0210
C -0.6420 5.4990 9.9840
H -0.6830 5.8030 10.9600
C 2.6680 3.5970 5.3160
C -1.7450 5.0070 7.8760
H -2.5880 4.9480 7.3020
C 0.5880 5.1420 9.3890
C 1.7070 4.3640 7.3530
C 0.5480 4.7350 8.0320
C 1.4610 5.8160 2.0830
H 1.1170 5.9940 3.1020
H 2.5360 5.6260 2.1400
C 1.2660 7.1530 1.3260
H 1.7240 7.9670 1.8930
H 0.2030 7.3720 1.2070
H 1.7430 7.1150 0.3450
C -0.1980 3.3360 -0.3220
H -0.5450 3.3220 -1.2840
C 0.3050 4.5230 0.2240
H 0.3150 5.3470 -0.3780
Complex 3
X Y V4

Fe -0.1980 4.5960 4.8890
Cl -1.9130 3.2500 4.1750
Cl -0.6840 6.7480 4.2670
N 1.4960 3.8610 3.5390
N -0.8500 4.7180 7.0640
N 1.5200 4.2260 6.0640
C 0.6780 1.5170 0.8460
H 0.5490 0.5220 0.6420
C 1.0090 4.2940 1.2550
C 3.9740 3.8630 3.2580




T T OO0 @D DT T T T I T oo oD o000 oo ooz oo 00 -n O T

3.7920
4.6070
4.5230
1.0570
-2.4400
-3.4040
2.7110
1.1910
3.8810
4.8100
2.2910
3.0790
3.7610
4.5990
0.9980
0.8670
2.4970
-1.4250
-1.6540
2.7240
-2.0990
-2.8150
-0.1010
1.3880
0.1180
0.4790
0.2130
0.6580
0.5280
0.4520
1.3210
2.8240
-0.6000
0.5950
0.7080
1.0370
3.0030
3.1390
3.4510
-0.0790
1.1950
2.4360
-0.9670
-0.2310

3.7150
3.0430
4.7980
1.9590
5.0260
5.2080
3.9340
3.3790
3.9280
3.8030
4.2010
4.0880
3.9680
3.8700
4.4200
4.4560
4.1450
4.8450
4.8970
4.0390
4.9570
5.0920
4.5980
4.2920
4.5360
2.4040
2.0510
3.7730
4.3880
0.8980
0.8580
0.6500
0.7900
1.8220
0.0650
-0.1030
-0.3830
1.2850
0.8480
6.5800
5.7880
6.2810
6.1640
6.5500

2.1950
3.5970
3.3770
2.1410
8.7930
9.0800
4.0550
2.3460
6.2740
5.8680
9.6750
10.3180
7.6770
8.2550
10.1990
11.2130
8.2760
9.7570
10.7520
5.4590
7.4250
6.7090
9.3300
7.4110
7.9320
-0.2140
-1.1370
-0.0130
-0.8190
4.4430
3.1600
3.4960
4.1790
4.9990
5.1030
2.7160
3.8060
4.3210
2.6240
0.9390
1.3600
0.5640
1.4180
-0.1410




H 0.0120 7.6270 1.2350
H 1.3930 6.0630 2.3970
H 2.6030 7.3450 0.7470
H 2.3040 6.1360 -0.5100
H 3.3320 5.7430 0.8770
Complex 4
X Y Z

Fe -0.2070 4.2690 5.0810
Cl -1.8010 2.6310 4.9060
Cl -0.9990 6.2000 4.1310
N 1.3190 3.5920 3.5320
N -0.5100 4.8140 7.2670
N 1.6740 4.0500 6.0290
C -0.1710 2.0450 0.5860
H -0.5470 1.1370 0.2990
C 0.8940 4.5190 1.3940
C 3.6760 2.9500 3.0570
H 3.3680 2.7950 2.0240
H 4.0810 2.0060 3.4240
H 4.4670 3.7020 3.0550
C 0.3570 2.1890 1.8830
C -1.8070 5.5110 9.1210
H -2.7100 5.7990 9.5060
C 2.5600 3.3970 3.9430
C 0.8690 3.4380 2.3050
C 4.0030 3.5130 5.9890
H 4.8470 3.2150 5.4980
C 2.9580 4.5070 9.4640
H 3.8230 4.4280 10.0050
C 4.0920 3.7930 7.3670
H 4.9930 3.6920 7.8420
C 1.7740 49170 10.1130
H 1.7970 5.1290 11.1140
C 2.9510 4.2070 8.0810
C -0.6660 5.4330 9.9470
H -0.7400 5.6660 10.9400
C 2.7610 3.6480 5.3140
C -1.6820 5.1840 7.7540
H -2.4930 5.2330 7.1350
C 0.5670 5.0320 9.3870
C 1.7410 4.3240 7.3560
C 0.5740 4.7290 8.0030
C -0.1830 3.1300 -0.3170
C 0.3630 4.3640 0.0990
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Cl

a
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0.3820
0.3950
1.6550
-0.7520
-0.6950
-0.2060
-1.8020

-0.2430
-1.8490
-1.0360
1.2610
-0.5180
1.6470
-0.2750
-0.6610
0.8140
3.6080
3.2860
4.0130
4.4030
0.2710
-1.7880
-2.6840
2.5050
0.7940
3.9730
4.8100
2.9760
3.8470
4.0800
4.9860
1.8010
1.8380
2.9500
-0.6370
-0.6980
2.7240
-1.6810
-2.4990
0.5870
1.7320
0.5750

5.1600
0.6880
6.1620
2.9510
3.8660
2.1680
2.6610

4.2580
2.6300
6.2020
3.5880
4.7810
4.0190
2.0740
1.1750
4.5390
2.9400
2.7970
1.9890
3.6880
2.2040
5.4670
5.7560
3.3830
3.4480
3.4700
3.1720
4.4350
4.3470
3.7360
3.6250
4.8450
5.0470
4.1490
5.3750
5.5980
3.6190
5.1540
5.2130
4.9730
4.2790
4.6840

-0.5430
2.9910
1.8430

-1.6740

-2.2670

-2.2020

-1.5970

5.1220
4.9500
4.2010
3.5480
7.3160
6.0440
0.6060
0.3080
1.4240
3.0380
2.0070
3.3900
3.0340
1.8980
9.1930
9.5920
3.9420
2.3250
5.9710
5.4670
9.4680
9.9970
7.3500
7.8140
10.1360
11.1380
8.0820
10.0040
11.0010
5.3130
7.8210
7.2130
9.4260
7.3730
8.0390
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Complex 6
Fe
Cl

a
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-0.2860
0.2660
0.2760
0.3140
1.5890

-0.9490

-0.2410
-1.8520
-1.0240
1.2630
-0.5160
1.6480
-0.2730
-0.6620
0.8240
3.6090
3.2890
4.0100
4.4070
0.2710
-1.7870
-2.6830
2.5060
0.7980
3.9710
4.8080
2.9720
3.8420
4.0770
4.9820
1.7980
1.8340
2.9470
-0.6380
-0.7000
2.7240
-1.6790
-2.4960
0.5850
1.7310
0.5750
-0.2780

3.1720
4.4000
5.1960
0.6930
6.1730
3.0120

4.2640
2.6440
6.2140
3.5920
4.7850
4.0160
2.0890
1.1950
4.5480
2.9350
2.7960
1.9830
3.6800
2.2140
5.4720
5.7630
3.3810
3.4550
3.4590
3.1580
4.4190
4.3260
3.7200
3.6050
4.8320
5.0320
4.1370
5.3730
5.5940
3.6130
5.1600
5.2240
4.9670
4.2730
4.6810
3.1880

-0.2740
0.1350
-0.5080
2.9910
1.8790
-1.8240

5.1240
4.9460
4.2060
3.5520
7.3190
6.0490
0.6050
0.2990
1.4280
3.0440
2.0120
3.3950
3.0430
1.8970
9.1950
9.5930
3.9470
2.3280
5.9790
5.4760
9.4760
10.0070
7.3590
7.8230
10.1430
11.1460
8.0900
10.0080
11.0050
5.3190
7.8230
7.2130
9.4310
7.3790
8.0430
-0.2720




C
H
Br
Br
Br

Complex 7
Fe
Cl

a
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0.2780
0.2880
0.3060
1.6040
-1.0040

-0.2800
-1.8510
-1.1630
1.2240
-0.5290
1.6260
-0.4110
-0.8750
0.8970
3.5520
3.2180
3.9420
4.3600
0.1470
-1.7820
-2.6760
2.4630
0.7680
3.9500
4.7820
2.9920
3.8690
4.0730
4.9840
1.8230
1.8710
2.9510
-0.6210
-0.6710
2.6950
-1.6890
-2.5160
0.6000
1.7250
0.5730
-0.3370
-0.7510

4.4130
5.2050
0.7010
6.1800
3.0170

4.1810
2.5140
6.0810
3.5430
4.7550
3.9870
2.2370
1.3940
4.5840
2.8180
2.6450
1.8720
3.5500
2.2640
5.4740
5.7650
3.3090
3.4620
3.4350
3.1240
4.4820
4.4090
3.7340
3.6350
4.9010
5.1260
4.1640
5.4100
5.6560
3.5700
5.1290
5.1660
5.0050
4.2750
4.6850
3.3580
3.3250

0.1380
-0.5070
2.9870
1.8870
-1.9770

5.1580
5.0660
4.2270
3.5670
7.3420
6.0600
0.5720
0.2230
1.4580
3.0650
2.0420
3.4450
3.0300
1.8710
9.2190
9.6230
3.9620
2.3310
5.9750
5.4700
9.4580
9.9800
7.3460
7.8020
10.1310
11.1280
8.0800
10.0180
11.0090
5.3270
7.8530
7.2550
9.4330
7.3820
8.0530
-0.2680
-1.2020
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Complex 8
Fe
Cl

a

O ozxozrzxoooaorxaoxrm-OO0ZZT DT OO DT OO0 OZZZ

0.3200
0.3800
0.0720
0.5120
-0.9690
0.6080
1.6520
1.5920
1.2720
2.7050

-0.3450
-1.7400
-1.4520
1.1680
-0.5750
1.5940
-0.2100
-0.5480
0.8060
-1.1360
-1.1260
-1.3290
-1.9540
3.5210
3.1780
3.9760
4.2820
0.2370
0.2260
0.9710
0.5250
-1.8260
-2.7270
2.4220
0.7320
3.9450
4.7810
3.0100
3.9030
4.0830
5.0090
1.8330

4.5170
5.3120
1.0080
1.1020
0.7040
0.2140
5.8080
6.5960
6.2140
5.5580

3.9850
2.1710
5.7280
3.4230
4.6830
3.9920
2.1650
1.3080
4.5710
0.1160
-0.6780
-0.3420
0.8010
2.7900
2.5480
1.8890
3.5680
2.1600
0.8570
0.2000
0.9890
5.4320
5.6850
3.2570
3.3800
3.5740
3.2830
4.7790
4.7960
3.9650
3.9490
5.1630

0.1680
-0.4730
2.6650
3.6580
2.7830
2.1410
1.8490
1.0960
2.7830
1.9840

5.2030
5.2960
4.2040
3.5880
7.3530
6.0530
0.4430
0.0000
1.5480
2.5270
3.2760
1.5550
2.7540
3.0730
2.0670
3.4870
2.9840
1.7850
2.5260
2.0700
3.5670
9.2200
9.6310
3.9720
2.3410
5.9370
5.4280
9.3750
9.8740
7.2830
7.7180
10.0550
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Complex 9

Oz oacoaozxxaooaozxzmTZT o0z 0 ZzZ

1.8910
2.9550
-0.6420
-0.6830
2.6680
-1.7450
-2.5880
0.5880
1.7070
0.5480
1.4610
1.1170
2.5360
1.2660
1.7240
0.2030
1.7430
-0.1980
-0.5450
0.3050
0.3150

-0.1980
-1.9130
-0.6840
1.4960
-0.8500
1.5200
0.6780
0.5490
1.0090
3.9740
3.7920
4.6070
4.5230
1.0570
-2.4400
-3.4040
2.7110
1.1910
3.8810
4.8100
2.2910

5.4540
4.3730
5.4990
5.8030
3.5970
5.0070
4.9480
5.1420
4.3640
4.7350
5.8160
5.9940
5.6260
7.1530
7.9670
7.3720
7.1150
3.3360
3.3220
4.5230
5.3470

4.5960
3.2500
6.7480
3.8610
4.7180
4.2260
1.5170
0.5220
4.2940
3.8630
3.7150
3.0430
4.7980
1.9590
5.0260
5.2080
3.9340
3.3790
3.9280
3.8030
4.2010

11.0340
8.0210
9.9840

10.9600
5.3160
7.8760
7.3020
9.3890
7.3530
8.0320
2.0830
3.1020
2.1400
1.3260
1.8930
1.2070
0.3450

-0.3220

-1.2840
0.2240

-0.3780

4.8890
4.1750
4.2670
3.5390
7.0640
6.0640
0.8460
0.6420
1.2550
3.2580
2.1950
3.5970
3.3770
2.1410
8.7930
9.0800
4.0550
2.3460
6.2740
5.8680
9.6750
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Complex 10
Fe
Cl
Cl
N

3.0790
3.7610
4.5990
0.9980
0.8670
2.4970
-1.4250
-1.6540
2.7240
-2.0990
-2.8150
-0.1010
1.3880
0.1180
0.4790
0.2130
0.6580
0.5280
0.4520
1.3210
2.8240
-0.6000
0.5950
0.7080
1.0370
3.0030
3.1390
3.4510
-0.0790
1.1950
2.4360
-0.9670
-0.2310
0.0120
1.3930
2.6030
2.3040
3.3320

-0.2460
-2.0150
-0.6660

1.3400

4.0880
3.9680
3.8700
4.4200
4.4560
4.1450
4.8450
4.8970
4.0390
4.9570
5.0920
4.5980
4.2920
4.5360
2.4040
2.0510
3.7730
4.3880
0.8980
0.8580
0.6500
0.7900
1.8220
0.0650
-0.1030
-0.3830
1.2850
0.8480
6.5800
5.7880
6.2810
6.1640
6.5500
7.6270
6.0630
7.3450
6.1360
5.7430

4.4550
3.0770
6.5460
3.6900

10.3180
7.6770
8.2550

10.1990

11.2130
8.2760
9.7570

10.7520
5.4590
7.4250
6.7090
9.3300
7.4110
7.9320

-0.2140

-1.1370

-0.0130

-0.8190
4.4430
3.1600
3.4960
4.1790
4.9990
5.1030
2.7160
3.8060
4.3210
2.6240
0.9390
1.3600
0.5640
1.4180

-0.1410
1.2350
2.3970
0.7470

-0.5100
0.8770

4.9540
4.4780
4.1140
3.5080
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-0.7170
1.4720
0.0960

-0.3450
1.3170
0.4190

-2.1130

-3.0080
2.4890
1.0310
3.7050
4.5520
2.4150
3.1970
3.6760
4.4980
1.2280
1.1670
2.5240

-1.0910

-1.2450
2.5720

-1.8770

-2.6010
0.1350
1.4270
0.2570
0.3710
0.9780
1.1730
0.1310
4.5590
4.5160
5.6240
6.3380
5.7110
6.4850
4.7330
4.7990
3.6670
2.9700
3.5650
1.9710
1.3260

4.8650
3.9060
2.5310
1.7160
4.8140
2.5230
5.5900
5.9690
3.3030
3.6770
3.0570
2.6840
3.9130
3.6750
3.2140
2.9540
4.4310
4.5600
3.7250
5.2910
5.4540
3.4150
5.3560
5.5640
4.7670
4.0630
4.5750
3.6490
4.7790
5.5820
3.6390
3.6950
4.6950
3.2090
3.8530
1.8370
1.4840
0.9490
-0.0490
1.4340
0.7730
2.8130
6.0550
6.9150

7.1400
6.0660
0.2740
-0.1620
1.4110
1.6500
8.9110
9.2270
4.0340
2.2240
6.2090
5.7740
9.6380
10.2540
7.6090
8.1600
10.2000
11.2130
8.2400
9.8370
10.8350
5.4330
7.5380
6.8480
9.3700
7.4120
7.9720
-0.5260
0.0390
-0.5660
-1.5200
2.7790
2.9930
1.9990
1.6500
1.7020
1.1350
2.1870
1.9750
2.9670
3.3200
3.2610
1.9090
1.7200
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Complex 11
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2.1860
2.9160
0.1010
0.3590
-0.9680
0.6500

-0.1690
-2.0950
-0.4010
1.3320
-0.6180
1.5420
-0.1780
-0.6970
1.2090
0.2380
-1.9890
-2.8740
2.5450
0.9260
3.7870
4.6320
2.5180
3.3020
3.7660
4.5930
1.3380
1.2850
2.6150
-0.9680
-1.1130
2.6440
-1.7650
-2.4880
0.2450
1.5110
0.3530
0.1150
0.8180
1.0380
-0.1790
4.7380

6.0280
6.2080
1.2810
1.3450
1.0690
0.4400

4.5330
3.4460
6.7470
3.7710
4.6490
3.7980
2.4500
1.6420
4.7450
2.4980
5.1470
5.4960
3.4810
3.6760
2.9730
2.6680
3.3220
2.9980
2.9260
2.5960
3.7650
3.7520
3.3310
4.7010
4.7260
3.4210
5.1040
5.4230
4.2260
3.7760
4.2250
3.4790
4.6050
5.3280
3.4070
4.1670

2.9770
1.3820
2.4060
3.4630
2.3360
1.9780

5.0310
4.4150
4.4920
3.4880
7.2570
6.0410
0.4350
0.0760
1.3250
1.7900
9.1240
9.4980
3.9320
2.2360
6.0480
5.5610
9.5720
10.1430
7.4560
7.9590
10.2110
11.2320
8.1610
9.9900
11.0030
5.3360
7.7300
7.0830
9.4450
7.3960
8.0320
-0.4650
-0.0270
-0.7150
-1.4430
3.0950
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Complex 12
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4.7200
5.8500
6.6230
5.8990
6.7060
4.8360
4.8720
3.7250
2.9690
3.6590
0.4310
-0.1040
0.0190
0.1340
1.5160
-1.1940
0.2350
1.1870
1.9340
1.6670
0.1450
1.2120
2.1450
2.9010

-0.3440
-1.9930
-0.5830
1.5260
-1.3350
1.1170
0.5230
0.0480
1.7130
0.8420
-3.1570
-4.1320
2.6230
1.3830
3.3460
4.3040
1.2320
1.8770

4.9850
3.9780
4.6480
2.8690
2.7320
1.9490
1.1420
2.1370
1.4530
3.2500
0.9850
1.2550
0.0430
1.7650
0.8900
1.1920
0.3940
7.3150
6.0030
8.1600
7.2670
7.5010
6.0370
6.0100

4.4330
3.2450
6.6430
3.7630
4.4790
3.8180
2.2740
1.4620
4.6390
2.3290
4.8410
5.1140
3.6080
3.5720
3.1710
2.9320
3.3700
3.1010

3.7100
2.2540
2.2680
1.3910
0.7790
1.3720
0.7450
2.2140
2.1820
3.0870
4.0020
2.5740
4.3680
4.6980
4.0030
2.6250
1.9890
1.3520
1.7040
1.8510
1.6720
0.2770
2.7730
1.1930

4.6470
3.5790
4.0970
3.5150
6.6920
6.0480
0.3360
-0.0640
1.3090
1.7190
8.1620
8.3060
4.2430
2.2140
6.6090
6.3480
9.7140
10.4610
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2.9860
3.6890
-0.0990
-0.4000
1.6700
-2.3490
-2.7390
2.3830
-2.5960
-3.1600
-1.0050
0.7560
-0.5540
0.8380
1.4520
1.6900
0.6210
4.9220
4.6950
6.2340
6.9380
6.5750
7.5270
5.6040
5.8500
4.2950
3.6140
3.9320
1.4600
2.3220
3.7740
0.4040
1.5640
1.7720
2.3920
4.2640
3.7820
4.3630
0.7100
0.5290
1.2700
0.2940
0.1830
1.7650

3.1020
2.8300
3.7090
3.6780
3.4060
4.4640
4.4640
3.5420
4.8360
5.1080
4.0940
3.7730
4.1200
3.3060
4.4620
5.1870
3.2150
4.4370
5.2110
4.3390
5.0280
3.2950
3.2250
2.3500
1.5910
2.4470
1.7450
3.4890
7.1870
5.9590
6.1150
7.0100
7.4000
8.0760
6.0110
6.9670
6.2760
5.2230
0.9820
1.0420
-0.2100
0.0520
1.7890
1.0110

7.9690
8.6610
10.0410
11.0180
8.3690
9.2550
10.2010
5.6330
6.8670
6.0600
9.0270
7.3540
7.6840
-0.5500
-0.0700
-0.7500
-1.5460
4.0750
4.7050
3.5740
3.8460
2.6960
2.3300
2.3220
1.6830
2.8290
2.5520
3.7120
1.2950
1.7200
1.1810
1.4940
0.2290
1.8480
2.8080
1.6580
0.1010
1.3870
4.0290
2.4830
1.8980
4.4250
4.5250
4.3010
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Complex 13
Fe
Cl

a
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-0.5400
0.9590
2.3500
1.0490

-0.2020
-1.8760
-0.7190
1.2200
-0.4570
1.6610
-0.2600
-0.5450
0.5030
3.5570
3.2260
3.9430
4.3690
0.3230
-1.6880
-2.5650
2.4690
0.7020
3.9520
4.7710
3.0040
3.8670
4.0730
4.9720
1.8540
1.9000
2.9660
-0.5480
-0.5980
2.7110
-1.5960
-2.4060
0.6510
1.7570
0.6240
-0.4580
-0.0750
-0.2160

0.8600
-1.1210
-0.1120
-0.3660

4.4140
2.8630
6.4780
3.6320
4.8880
4.0230
2.0710
1.1630
4.5940
2.9880
2.9170
2.0100
3.7160
2.1670
5.5940
5.9270
3.4050
3.4520
3.3600
3.0360
4.2600
4.1060
3.5720
3.3990
4.7180
4.8860
4.0200
5.4030
5.5990
3.5910
5.3180
5.4490
4.9420
4.2400
4.6970
3.2160
4.4770
5.3100

2.3280
2.4150
2.0060
0.8430

5.1020
4.9230
4.2540
3.5190
7.3000
6.0130
0.5480
0.1710
1.5130
2.9550
1.9200
3.2500
2.9890
1.8350
9.1960
9.6020
3.8890
2.3210
5.9140
5.3970
9.4440
9.9710
7.3020
7.7590
10.1240
11.1320
8.0500
10.0050
11.0080
5.2640
7.8140
7.2070
9.4170
7.3480
8.0210
-0.2440
0.2380
-0.3390
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Complex 14
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0.7830
-0.8800
0.5270
0.0400
0.1190
1.5920

-0.2290
-1.8950
-0.6910
1.2560
-0.5690
1.5890
-0.1980
-0.5740
0.7990
3.5890
3.2990
3.9300
4.4210
0.3000
-1.8680
-2.7560
2.4770
0.7990
3.8680
4.7030
2.7870
3.6240
3.9340
4.8080
1.6170
1.6230
2.8040
-0.7660
-0.8550
2.6620
-1.7220
-2.5040
0.4490
1.6320
0.4780
-0.1930

5.5200
3.1300
0.9340
1.0350
0.0450
0.7670

4.5160
2.9590
6.5470
3.6910
5.0700
4.1340
2.1990
1.3210
4.6480
2.9420
2.8330
1.9680
3.6460
2.2720
5.8580
6.2170
3.4320
3.5230
3.4250
3.0680
4.4660
4.3150
3.6850
3.5110
4.9640
5.1660
4.1780
5.6800
59110
3.6580
5.5330
5.6540
5.1820
4.3940
4.8900
3.3250

1.8450
-1.1710
2.6430
3.6130
2.1570
2.8020

5.1800
4.9770
4.2290
3.6810
7.3470
6.1820
0.6640
0.2990
1.6030
3.2490
2.2040
3.6030
3.2860
1.9890
9.1640
9.5210
4.1160
2.4570
6.2050
5.7360
9.6580
10.2270
7.5890
8.0910
10.2710
11.2740
8.2720
10.0270
11.0200
5.4940
7.7980
7.1520
9.5060
7.5110
8.1200
-0.1780
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Complex 15
Fe
Cl

a

OO0 ooz aoaroTT o000z T OO0 Oz Z 2z

0.3060
0.3120
1.1610
-0.5550
1.2270
0.2640
1.1850
2.2530
0.9480
0.5200
-0.7550

-0.1790
-1.9890
-0.5330
1.2120
-0.4460
1.6510
-0.3360
-0.6540
0.4680
3.5590
3.2250
3.9590
4.3620
0.2940
-1.6760
-2.5450
2.4680
0.6780
3.9310
4.7490
2.9600
3.8110
4.0390
4.9280
1.8150
1.8520
2.9330
-0.5560
-0.6130
2.7010
-1.5740

4.5490
5.3680
5.5480
3.2530
-0.0680
1.0370
-0.9210
0.3020
-0.4120
1.2550
0.6420

4.5710
3.1830
6.6760
3.6650
5.0260
4.0870
2.1270
1.2420
4.6030
3.0740
3.0130
2.0990
3.8120
2.1540
5.7560
6.1180
3.4700
3.4400
3.3800
3.0460
4.2460
4.0580
3.5670
3.3670
4.7290
4.8800
4.0280
5.5080
5.6920
3.6430
5.4960

0.2910
-0.3210
1.9280
-1.1320
2.3390
2.8320
3.0190
2.3110
1.3410
3.8710
2.8380

5.0870
4.8700
4.2590
3.5390
7.2880
6.0210
0.5740
0.1700
1.5780
2.9620
1.9260
3.2440
3.0030
1.8510
9.1760
9.5750
3.9000
2.3560
5.9370
5.4240
9.4690
10.0050
7.3290
7.7950
10.1410
11.1520
8.0720
9.9990
11.0040
5.2780
7.7920
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Complex 16
Fe
Cl

a
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-2.3700
0.6320
1.7390
0.6150

-0.5520

-0.1430

-0.2900
0.7660

-1.0040
0.7610
0.4720
1.5280
0.1410
1.8080
0.5360

-0.4900
1.5980
2.5120
1.2600

-0.1410
-1.7750
-0.6520
1.3350
-0.4630
1.6960
-0.0650
-0.3510
0.7270
3.6670
3.3660
4.0120
4.4990
0.4580
-1.7500
-2.6400
2.5640
0.8580
3.9850
4.8180
2.9350
3.7820
4.0650

5.6680
5.0080
4.2890
4.7810
3.2900
4.5310
5.3800
5.5210
3.2310
0.7240
0.8040
-0.0580
1.4190
0.9180
-0.2800
0.2870
-1.0550
0.4110
-0.1840

4.4220
2.8390
6.4860
3.6820
4.8720
4.0260
2.1650
1.2440
4.6780
2.9690
2.9040
1.9800
3.6720
2.2780
5.5560
5.8810
3.4200
3.5420
3.3510
3.0260
4.2290
4.0690
3.5540

7.1750
9.4210
7.3580
8.0220
-0.1830
0.3180
-0.2330
1.9170
-1.0980
4.0460
2.5180
1.7610
4.6040
4.2690
4.4150
2.4140
2.2010
1.8100
0.7110

5.0720
4.8110
4.2220
3.5210
7.2660
6.0330
0.5060
0.1620
1.4770
3.0300
1.9840
3.3380
3.0870
1.8090
9.1320
9.5160
3.9290
2.3020
5.9970
5.5030
9.5040
10.0550
7.3900
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Complex 17
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4.9490
1.7650
1.7810
2.9380
-0.6330
-0.7130
2.7660
-1.6180
-2.4110
0.5830
1.7520
0.5980
-0.2010
0.2020
0.1180
0.6040
1.0180
-0.7570
-0.8060
-0.1300
-1.7670

-0.1880
-1.8120
-0.7390
1.2580
-0.4640
1.6740
-0.1970
-0.4840
0.5930
3.5850
3.2600
3.9460
4.4120
0.3560
-1.7140
-2.5980
2.4990
0.7550
3.9680
4.7920
2.9900

3.3740
4.6800
4.8400
4.0010
5.3610
5.5470
3.5940
5.2930
5.4270
4.9100
4.2300
4.6780
3.3010
4.5590
5.4000
0.7340
5.5990
3.1520
4.1050
2.4720
2.7410

4.4020
2.8020
6.4550
3.6660
4.8650
4.0310
2.1090
1.1890
4.6420
2.9710
2.8970
1.9880
3.6820
2.2390
5.5510
5.8720
3.4180
3.5120
3.3770
3.0560
4.2680

7.8730
10.1540
11.1640

8.1080

9.9720
10.9750

5.3130

7.7510

7.1210

9.4140

7.3720

8.0160
-0.3230

0.1780
-0.4000

2.8450

1.8150
-1.6890
-2.2190
-2.2690
-1.6330

5.1110
4.9000
4.2590
3.5320
7.3080
6.0320
0.5620
0.2210
1.4950
2.9910
1.9530
3.2970
3.0250
1.8520
9.1980
9.5990
3.9130
2.3260
5.9480
5.4370
9.4730
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Complex 18
Fe
Cl

a
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3.8510
4.0780
4.9750
1.8310
1.8690
2.9630
-0.5770
-0.6360
2.7310
-1.6110
-2.4190
0.6310
1.7590
0.6160
-0.3560
0.0400
-0.0730
0.5420
0.8830
-0.8700

-0.1810
-1.8090
-0.7210
1.2680
-0.4610
1.6770
-0.1840
-0.4730
0.6110
3.5940
3.2720
3.9510
4.4230
0.3660
-1.7160
-2.5990
2.5070
0.7670
3.9690
4.7940
2.9840
3.8430

4.1190
3.5900
3.4210
4.7130
4.8790
4.0310
5.3720
5.5640
3.6040
5.2800
5.4030
4.9270
4.2440
4.6860
3.2410
4.5080
5.3340
0.7050
5.5690
3.1170

4.4090
2.8140
6.4640
3.6680
4.8720
4.0310
2.1160
1.1980
4.6460
2.9650
2.8930
1.9810
3.6740
2.2430
5.5610
5.8850
3.4160
3.5150
3.3690
3.0460
4.2620
4.1110

10.0060
7.3370
7.8010

10.1460

11.1540
8.0780

10.0140

11.0170
5.2900
7.8160
7.2040
9.4310
7.3670
8.0350

-0.2590
0.2090

-0.3840
2.8950
1.8190

-1.4520

5.1190
4.9020
4.2660
3.5440
7.3160
6.0460
0.5710
0.2280
1.5060
3.0100
1.9710
3.3170
3.0470
1.8610
9.2030
9.6020
3.9290
2.3370
5.9690
5.4600
9.4910
10.0260




C 4.0760 3.5810 7.3580
H 4.9710 3.4090 7.8250
C 1.8240 4.7100 10.1600
H 1.8600 4.8760 11.1690
C 2.9610 4.0260 8.0960
C -0.5810 5.3770 10.0220
H -0.6420 5.5690 11.0250
C 2.7350 3.6000 5.3070
C -1.6090 5.2900 7.8210
H -2.4150 5.4150 7.2060
C 0.6270 4.9290 9.4430
C 1.7590 4.2430 7.3820
C 0.6160 4.6880 8.0460
C -0.3380 3.2480 -0.2510
C 0.0610 4.5130 0.2180
H -0.0480 5.3380 -0.3750
Br 0.5440 0.7080 2.9050
H 0.9020 5.5720 1.8300
Br -1.0680 3.0720 -1.9530
Complex Fel9

Fe -1.1730 -3.1620 3.0440
N 0.0310 -1.5060 1.8980
Cl 0.4730 -3.7770 4.5200
C 1.1770 -1.7080 1.2580
N -2.2590 -1.3690 3.2810
Cl -1.6760 -4.5200 1.2650
C 1.8110 -0.6240 0.6020
H 2.6950 -0.7500 0.1010
N -3.0340 -3.5820 4.4100
C 1.2100 0.6480 0.6440
H 1.6590 1.4370 0.1720
C -0.0050 0.8150 1.3390
C -0.6810 2.0490 1.4370
H -0.2990 2.8880 0.9930
C -1.8920 2.1370 2.1510
H -2.3710 3.0390 2.2110
C -2.4370 0.9920 2.7760
C -3.6460 1.0280 3.4960
H -4.1720 1.9010 3.5870
C -4.1430 -0.1400 4.0990
H -5.0220 -0.0770 4.6140
C -3.4290 -1.3610 3.9900
C -1.7600 -0.2510 2.6840
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Complex Fe20
Fe
N
Cl
C
N
Cl
C
H

-0.5590
1.7790
1.4270
0.7230
2.0430
1.7770
3.0250
3.4710
3.3970
4.1160
2.7820
3.0690

-3.8600

-5.1410

-5.3420

-5.9750

-5.1130

-3.1290

-2.6170

-2.6190

-2.2390

-3.1550

-3.1460

-3.7190

-4.1290

-3.7330

-2.1180

-1.6820

-1.3570

-2.9450

-4.4200

-5.4660

-4.4070

-3.9460

-1.1470
-0.0670
0.4860
1.1160
-2.4110
-1.4460
1.6660
2.5750

-0.3320
-2.9740
-3.9060
-3.6710
-5.1710
-5.8450
-5.5090
-6.4280
-4.5790
-4.8220
-3.3140
-2.6460
-2.5680
-2.6640
-3.6670
-2.3860
-1.9890
-4.7860
-5.0170
-6.3340
-6.5340
-7.3960
-8.3440
-7.1530
-7.9400
-5.8520
-3.9080
-4.2680
-3.3260
-3.2460
-5.6820
-5.9820
-4.6530
-6.3140

-3.0900
-1.2180
-3.6980
-1.2460
-1.4400
-4.2830
-0.0450
-0.0360

1.9650
1.2210
0.2190
-0.4860
0.1770
-0.5450
1.1250
1.0950
2.1120
2.7980
2.1570
2.8780
4.5820
5.3440
5.7200
4.6970
6.2010
4.9450
6.2570
6.7710
7.7000
6.0290
6.4120
4.7690
4.2570
4.2170
7.1190
8.0540
6.6040
7.3740
2.9080
3.0050
2.5490
2.1550

3.0280
2.1130
4.5220
1.5100
3.3920
1.0900
0.9970
0.5260
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-3.0220
0.9440
1.3310

-0.3060

-1.1010

-0.7850

-2.3390

-2.9040

-2.7950

-4.0250

-4.6340

-4.4290

-5.3280

-3.6000

-1.9990

-0.7700
1.8390
1.6310
0.9440
2.3680
2.2070
3.3300
3.8640
3.5590
4.2620
2.8220
3.0060

-3.9370

-5.2220

-5.3350

-6.0620

-5.2790

-3.0340

-2.5260

-2.4250

-2.0520

-2.8450

-2.7540

-3.4070

-3.7250

-3.5370

-4.2200

-4.1360

-3.7400

-3.8260
1.1540
2.0270
1.1340
2.2840
3.1970
2.1850
3.0280
0.9350
0.7850
1.5920

-0.4800

-0.5520

-1.6140

-0.2240

-0.1170

-2.4390

-3.2800

-3.0320

-4.4710

-5.0800

-4.8230

-5.6880

-3.9800

-4.2330

-2.7900

-2.1840

-2.9110

-3.2000

-4.2500

-2.9360

-2.6160

-5.0950

-5.4660

-6.8470

-7.1700

-7.8250

-8.8170

-7.4450

-8.1800

-6.0820

-5.7600

-4.7010

-6.3160

4.2320
1.1390
0.7710
1.7910
1.9830
1.6430
2.6460
2.7760
3.1250
3.7910
3.9480
4.2480
4.7280
4.0450
2.9370
2.2710
1.3740
0.2580
-0.4600
0.1170
-0.6890
1.0810
0.9790
2.1840
2.8810
2.3270
3.1320
4.4880
5.1930
5.4630
4.5480
6.1120
4.5960
5.8810
6.1820
7.0750
5.2710
5.5060
4.0460
3.4090
3.6960
2.4030
2.1530
1.5940
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Complex Fe21
Fe
N
Cl
C

a z

T OZD OO0z oo oDz oD Oz ITo

-5.7300
-6.1810
-6.2340
-5.8910
-2.1650
-1.5760
-3.0930
-1.3720
-1.1200
-0.4440
-1.9680

-1.0640
0.2780
0.4210
1.4740

-2.1340

-1.3090
2.1870
3.1100

-3.1010
1.6120
2.1180
0.3410

-0.3150
0.1250

-1.5840

-2.0470

-2.2090

-3.4750

-3.9870

-4.0510

-4.9710

-3.3630

-1.5550

-0.2920
2.0580
1.8470
1.2560
2.4490
2.2850
3.2780
3.7130

-6.0960
-5.8060
-5.5530
-7.1670
-4.4170
-3.6370
-3.9520
-4.8360
-3.9510
-5.3380
-5.5000

-3.1120
-1.5780
-3.5270
-1.8480
-1.2970
-4.6090
-0.8340
-1.0140
-3.4330
0.4430
1.1830
0.6850
1.9310
2.7230
2.0960
3.0070
1.0170
1.1330
2.0190
0.0270
0.1520
-1.2140
-0.2390
-0.3960
-3.1180
-4.0980
-3.8970
-5.3660
-6.0740
-5.6590
-6.5810

2.4180
1.4670
3.2190
2.5590
6.8960
6.4150
7.2350
8.1590
8.7460
7.8770
8.7870

3.1150
1.9500
4.8100
1.4380
3.0750
1.3970
0.7520
0.3470
4.2540
0.6270
0.1330
1.1880
1.1150
0.6370
1.7010
1.6390
2.3650
2.9660
2.9370
3.6140
4.0380
3.6680
2.4420
1.8550
1.5560
0.5600
-0.2510
0.6710
-0.0480
1.7690
1.8500
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Complex Fe22
Fe
Cl
Cl
N

3.5130

4.1220

2.9120

3.1010
-3.8820
-5.2220
-5.5040
-5.9910
-5.2250
-3.3840
-3.0430
-3.4450
-3.2330
-4.1540
-4.4330
-4.4920
-5.0280
-4.1220
-1.0580
-2.3200
-3.2700
-0.4750
-1.3300
-0.4210
-1.9610
-2.7420
-3.6440
-4.1220
-6.1090
-4.5730
-4.1390
-6.4140
-6.6590
-6.3970
-4.1190
-4.2300
-4.7620
-3.1030

1.6840
1.0140
3.8390
0.3230

-4.6810
-4.8920
-3.4130
-2.7100
-2.3660
-2.3370
-3.2870
-2.0810
-1.5860
-4.6140
-4.8820
-6.1160
-6.3420
-7.0650
-7.9500
-6.7950
-7.5050
-5.5800
-4.5170
-3.9060
-3.2970
-5.1040
-5.1710
-3.7220
-3.0610
-2.5450
-4.0640
-2.8120
-5.1400
-5.3650
-6.5120
-4.3100
-6.0310
-4.8980
-4.4540
-6.1860
-7.4000
-6.8010

1.4250
-0.7630
2.0130
2.8990

2.7530
3.5470
2.6440
3.3620
4.3010
4.9670
5.4190
4.2370
5.7580
4.7840
6.1520
6.7180
7.6920
5.9770
6.4080
4.6480
4.1440
4.0200
7.7330
7.0490
8.1200
7.0220
8.5630
8.1260
6.4590
8.7090
8.7990
7.6460
2.5080
2.5960
1.6330
3.1450
2.8180
1.4820
2.2010
0.5950
1.7620
1.8130

6.1540
6.3130
6.6750
5.4980
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-0.2530
1.8210
-0.4190
0.8680
2.6660
1.8080
0.2070
-1.3550
4.0110
1.0160
-1.0090
-2.1100
-2.7880
3.1580
3.4670
0.9580
-0.7830
-1.2970
-1.9380
-2.4930
0.0150
-0.6430
-0.7160
-0.8360
-1.4910
-2.1530
2.3450
2.0500
0.1650
0.3320
3.6920
4.3740
1.8370
2.5140
4.0970
5.0740
1.4050
0.4280
-0.0320
-0.7140
0.8570
0.8230
1.7890
2.4310

3.1920
1.5790
3.5370
1.8350
0.7830
0.8270
3.1850
4.5420
1.2040
2.4650
3.8330
5.1850
59110
1.1540
2.1300
2.6760
3.4230
3.8480
4.8320
5.3070
1.9780
1.3250
4.1840
4.4340
4.8570
5.5750
-1.5390
-2.5170
2.4140
2.1120
-1.2060
-1.9420
3.5900
4.1220
0.1410
0.3830
-0.5270
-0.7860
2.1750
1.6630
3.0750
3.2160
3.7840
4.4430

7.7940
3.8180
6.4450
9.3130
3.1890
9.5680
4.1670
6.0890
2.9610
3.2650
8.8090
7.0970
6.8530
9.8260
9.8190
1.8690
10.1390
10.9150
8.4500
9.1660
1.0800
1.5110
3.7640
2.7800
4.7240
4.4190
9.8890
9.9160
10.3970
11.3610
10.1240
10.3180
1.2440
1.7950
10.0960
10.2730
9.6190
9.4580
-0.3130
-0.8780
-0.9280
-1.9400
-0.1490
-0.5960
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Complex Fe23
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0.6250
2.2340
4.9030
5.8730
3.1580
2.8730
4.4830
5.1400
4.5510
5.4010
4.8920
3.8180
0.8470
0.4160
0.8630
0.1870

1.4790
0.5850
3.5760
0.3670
-0.5050
1.9790
-0.4440
0.2640
2.8560
1.0670
0.4730
-1.2240
4.2540
1.3430
-1.3370
-2.0540
-2.6220
2.3880
2.7750
1.5070
-1.3400
-1.9190
-2.1100
-2.7160
0.6710
-0.0690

2.2530
-0.4970
0.3300
0.6080
-1.3400
-2.2640
-0.9330
-1.5550
2.5320
2.3980
3.0710
3.1580
-1.0170
-1.2020
-1.9570
-0.3300

1.4480
-0.6470
1.9240
2.9430
3.5210
1.3440
3.7310
2.2560
0.4270
1.2180
3.0930
4.7590
0.7330
2.2270
4.3220
5.5610
6.3070
1.4800
2.4260
2.3220
4.0420
4.5850
5.3440
5.9340
1.5880
0.9900

8.0760
2.7290
2.3000
2.1280
2.0710
1.7350
1.8610
1.3850
3.3610
4.0330
2.4740
3.8680
2.8810
1.8950
3.4350
3.4090

6.2270
6.4980
7.0230
5.2380
7.3810
3.9360
5.9970
9.1740
3.5580
9.6670
3.8850
5.4100
3.5610
3.1880
8.2050
6.2260
5.8150
10.0970
10.0430
1.7890
9.5870
10.2320
7.6170
8.1930
0.9180
1.2910
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-0.2930
-0.2500
-1.1350
-1.6800
1.3530
0.9760
-0.5330
-0.5320
2.6740
3.2570
2.4670
3.0460
3.1900
4.1480
0.5500
-0.4120
0.8360
0.2360
1.8220
1.9440
2.6320
3.3390
0.2360
2.4140
5.1800
6.1870
3.3840
3.1040
4.7520
5.4380
5.6990
4.8210
5.8890
5.2080
6.6620
4.0340
5.4370
0.5620
0.9760
-0.5260
0.9730
0.9140
0.7870
0.3080

4.1080
4.2620
4.9350
5.6640
-1.1300
-2.0780
2.9990
2.7910
-0.8660
-1.6210
3.1990
3.7830
0.4400
0.6340
-0.0920
-0.3000
1.6800
1.1340
2.5270
2.5910
3.2920
3.9200
2.5550
-0.8970
-0.3110
-0.1350
-1.9020
-2.8660
-1.6150
-2.3570
2.6540
2.0940
3.7160
2.5310
2.1410
2.8230
2.0450
-1.8960
-1.3100
-1.9670
-2.8980
-1.2660
-2.0720
-0.4760

3.2550
2.2450
4.0170
3.5480
10.2930
10.3690
10.0800
11.0830
10.6990
11.0660
1.2380
1.8450
10.6040
10.9050
9.7850
9.5030
-0.4770
-1.1000
-1.0140
-2.0270
-0.1570
-0.5470
7.8810
3.2390
3.3250
3.3550
3.0110
2.8140
3.0550
2.8900
2.6810
3.8290
2.8450
1.7160
2.6450
4.0280
4.7300
1.7810
3.1550
1.7220
1.6460
0.9640
3.9150
3.3730




Complex Fe24
Fe
Cl

a
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1.7990
1.3090
3.8890
0.4450
-0.9610
-0.8220
-2.0000
-0.7980
-0.3110
1.8980
-0.3830
0.7430
2.3740
1.7060
0.4840
-1.2960
3.7540
1.3900
-1.1690
-2.1550
-2.8260
3.0610
3.3540
4.7740
4.2930
1.7290
-1.0380
-1.6310
-2.0960
-2.7260
0.0070
-0.1440
1.5670
1.1820
-0.4040
-0.4290
-1.2940
-1.9350
2.2920
2.0120
-0.0760
0.0230

1.5180
-0.6990
2.3100
2.9470
-0.1450
0.9170
-0.2800
-0.7070
3.2140
1.5210
3.5610
1.9000
0.4670
0.9360
3.2880
4.5600
0.4010
2.6020
3.8220
5.1660
5.8820
1.3040
2.2770
1.4390
2.2330
3.0680
3.4100
3.8090
4.7960
5.2440
-0.6170
0.0780
2.3000
1.3600
4.2920
4.5670
4.9160
5.6320
-1.3720
-2.3440
2.4380
2.1360

6.1700
6.4930
6.6850
5.4200
2.1200
1.9170
2.4280
1.1980
7.6640
3.8230
6.3080
9.2670
3.1850
9.6000
4.0970
5.8850
2.8120
3.2590
8.6160
6.8290
6.5370
9.7600
9.6360
3.2040
3.7780
1.9590
9.9580
10.6900
8.1870
8.8580
3.2400
4.0690
0.7790
0.8120
3.6320
2.6480
4.5230
4.1710
10.1690
10.3220
10.2900
11.2630
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Complex Co19
Co

N

Cl

C

N

Cl

C

H

3.6420
4.3440
2.2880
2.4410
4.0260
5.0060
1.3260
0.3470
1.9330
1.8060
2.4740
2.7390
2.6530
3.0500
5.8700
5.4140
6.5010
6.5090
5.4080
4.6330
6.0450
6.0190
0.5830
1.4600
4.1820
5.1600
1.9440
1.3200
3.2870
3.6140
-0.4460
0.3100
-0.6270
-1.3740

-1.2280
0.1370
0.3220
1.2630

-2.1270

-1.8280
2.0100
2.8810

-1.0010
-1.7020
4.3660
4.9500
0.3380
0.6090
-0.4080
-0.6950
2.8140
2.2460
4.1060
4.4790
4.8820
5.8220
0.8450
0.3210
1.6440
0.1420
2.1510
2.5320
1.4720
2.9960
2.3140
-0.5770
-0.6940
-0.7830
-1.6170
-2.3530
-1.6820
-2.4520
-2.0070
-2.4350
-2.7140
-1.9040

-3.1200
-1.6390
-3.8690
-1.9500
-1.2970
-4.3790
-0.9290
-1.1390

10.3030
10.5500
1.8310
2.6580
10.1020
10.2070
9.8250
9.7340
-0.4790
-1.3200
-0.5820
-1.4960
0.5750
0.5030
4.1340
4.9760
4.5320
3.5970
1.9750
1.3100
1.4050
2.3020
8.0150
2.8140
2.0240
1.7370
1.9840
1.6480
1.5990
1.0110
3.7890
4.4480
2.9770
4.3560

3.0520
1.9430
4.5220
1.3080
3.2890
1.2700
0.6700
0.1740
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-3.0840
1.5410
2.0710
0.3410

-0.2170
0.2490

-1.4250

-1.8180

-2.0860

-3.2990

-3.7460

-3.9090

-4.7890

-3.3020

-1.5240

-0.3290
1.7350
1.3120
0.6490
1.7980
1.4810
2.7240
3.0760
3.1690
3.8480
2.6830
3.0230

-3.8380

-5.1340

-5.4150

-5.9340

-5.0650

-3.2670

-2.7880

-2.8740

-2.5160

-3.4630

-3.5130

-4.0020

-4.4540

-3.9340

-2.2420

-1.8360

-1.4480

-3.4300
0.3980
1.1420
0.6800
1.9730
2.7740
2.1690
3.1120
1.0760
1.2130
2.1290
0.0880
0.2210

-1.1900

-0.2220

-0.4110

-3.2700

-4.1390

-3.8190

-5.4580

-6.0850

-5.9140

-6.8730

-5.0490

-5.3790

-3.7300

-3.1100

-2.3630

-2.3660

-3.3550

-2.0170

-1.7050

-4.6250

-4.8910

-6.2080

-6.4350

-7.2330

-8.1820

-6.9510

-7.7100

-5.6480

-3.8170

-4.2060

-3.2670

4.3760
0.7180
0.2570
1.4010
1.5030
1.0710
2.2010
2.2630
2.8070
3.5080
3.6000
4.0890
4.5910
3.9780
2.7140
2.0110
1.2530
0.2220
-0.4900
0.1580
-0.5850
1.1140
1.0690
2.1300
2.8200
2.1960
2.9360
4.5490
5.2930
5.6550
4.6370
6.1580
4.9080
6.2270
6.7340
7.6660
5.9810
6.3580
4.7180
4.2000
4.1730
7.1050
8.0410
6.6040
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Complex Co020
Co

N

Cl

C

az
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-3.0390
-4.6100
-5.6700
-4.5410
-4.1710

-1.1010
0.1380
0.3680
1.3550

-2.2810

-1.1950
2.0010
2.9380

-3.0660
1.3390
1.7960
0.0490

-0.6980

-0.3140

-1.9830

-2.5120

-2.5320

-3.8090

-4.3880

-4.3010

-5.2310

-3.5160

-1.7850

-0.5100
2.0300
1.9170
1.3310
2.6100
2.5150
3.4340
3.9350
3.5730
4.1790
2.8820
3.0040

-3.9390

-5.2780

-3.1170
-5.4290
-5.6720
-4.3990
-6.0800

-3.0240
-1.5790
-3.1070
-1.8170
-1.3700
-4.6780
-0.8300
-0.9840
-3.4420

0.3850

1.1030

0.5920

1.7720

2.5420

1.9000

2.7630

0.8500

0.9240

1.7600
-0.1540
-0.0640
-1.3250
-0.3370
-0.4570
-3.0220
-4.1020
-4.0210
-5.3040
-6.0840
-5.4320
-6.3060
-4.3540
-4.4430
-3.1510
-2.3710
-2.4490
-2.4730

7.3560
2.8660
2.9590
2.5170
2.1080

3.1270
1.8320
4.8430
1.3520
2.9050
1.5890
0.5650
0.1820
4.2660
0.3060
-0.2600
0.8350
0.6340
0.0780
1.1980
1.0430
1.9680
2.5540
2.4370
3.3100
3.7210
3.4850
2.1710
1.6090
1.5970
0.6920
-0.1440
0.9270
0.2730
2.0590
2.2310
2.9520
3.7700
2.7180
3.3700
4.2250
4.8920
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Complex Co21
Co

N

Cl

C

z

Oz T O

-5.4800
-6.0640
-5.3440
-3.2510
-2.9010
-3.1850
-2.9570
-3.7960
-3.9890
-4.1570
-4.6240
-3.9010
-0.9790
-2.2920
-3.3090
-0.3320
-1.1890
-0.4320
-2.0210
-2.8740
-3.5930
-4.2130
-5.9340
-4.3820
-3.8590
-6.3060
-6.3980
-6.2510
-4.0160
-3.9800
-4.4070
-2.8030

-1.1010
0.1380
0.3680
1.3550

-2.2810
-1.1950
2.0010
2.9380
-3.0660
1.3390

-3.4000
-2.3460
-1.6570
-4.5980
-4.7280
-5.9510
-6.0830
-7.0160
-7.8900
-6.8760
-7.6670
-5.6810
-4.0470
-3.6220
-3.0420
-4.6200
-4.6650
-3.1640
-2.7860
-2.1870
-3.7900
-2.7020
-5.5310
-5.6130
-6.7860
-4.6890
-6.4430
-5.3900
-4.6970
-6.5420
-7.7100
-6.9780

-3.0240
-1.5790
-3.1070
-1.8170
-1.3700
-4.6780
-0.8300
-0.9840
-3.4420

0.3850

5.4270
4.1470
5.6140
4.8880
6.2740
6.9310
7.9190
6.2630
6.7590
4.9210
4.4740
4.2040
7.8280
7.1020
8.1250
7.1620
8.7030
8.1630
6.4540
8.6470
8.8690
7.6200
2.6940
2.7750
1.8900
3.2760
3.0750
1.6590
2.3080
0.8320
2.0850
2.0790

3.1270
1.8320
4.8430
1.3520
2.9050
1.5890
0.5650
0.1820
4.2660
0.3060
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1.7960

0.0490
-0.6980
-0.3140
-1.9830
-2.5120
-2.5320
-3.8090
-4.3880
-4.3010
-5.2310
-3.5160
-1.7850
-0.5100

2.0300

1.9170

1.3310

2.6100

2.5150

3.4340

3.9350

3.5730

4.1790

2.8820

3.0040
-3.9390
-5.2780
-5.4800
-6.0640
-5.3440
-3.2510
-2.9010
-3.1850
-2.9570
-3.7960
-3.9890
-4.1570
-4.6240
-3.9010
-0.9790
-2.2920
-3.3090
-0.3320
-1.1890

1.1030

0.5920

1.7720

2.5420

1.9000

2.7630

0.8500

0.9240

1.7600
-0.1540
-0.0640
-1.3250
-0.3370
-0.4570
-3.0220
-4.1020
-4.0210
-5.3040
-6.0840
-5.4320
-6.3060
-4.3540
-4.4430
-3.1510
-2.3710
-2.4490
-2.4730
-3.4000
-2.3460
-1.6570
-4.5980
-4.7280
-5.9510
-6.0830
-7.0160
-7.8900
-6.8760
-7.6670
-5.6810
-4.0470
-3.6220
-3.0420
-4.6200
-4.6650

-0.2600
0.8350
0.6340
0.0780
1.1980
1.0430
1.9680
2.5540
2.4370
3.3100
3.7210
3.4850
2.1710
1.6090
1.5970
0.6920

-0.1440
0.9270
0.2730
2.0590
2.2310
2.9520
3.7700
2.7180
3.3700
4.2250
4.8920
5.4270
4.1470
5.6140
4.8880
6.2740
6.9310
7.9190
6.2630
6.7590
4.9210
4.4740
4.2040
7.8280
7.1020
8.1250
7.1620
8.7030
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Complex Co22

ol--loll--Iol--lNoleol--lol-ololNolo oo Nole oo N Ao

-0.4320
-2.0210
-2.8740
-3.5930
-4.2130
-5.9340
-4.3820
-3.8590
-6.3060
-6.3980
-6.2510
-4.0160
-3.9800
-4.4070
-2.8030

1.4870
0.7940
3.5250
0.2580

-0.5970
1.9540

-0.5980
0.3430
2.8920
1.2500
0.3120

-1.4840
4.2450
1.2380

-1.4710

-2.3570

-3.0020
2.5550
2.8570
1.3880

-1.4030

-2.0060

-2.3500

-2.9880
0.6590
0.0030

-0.5560

-3.1640
-2.7860
-2.1870
-3.7900
-2.7020
-5.5310
-5.6130
-6.7860
-4.6890
-6.4430
-5.3900
-4.6970
-6.5420
-7.7100
-6.9780

1.3430
-0.8050
1.8470
2.8530
2.8910
1.7170
3.3910
1.3540
0.9920
0.3140
3.2920
4.4410
1.4470
2.6700
3.4170
4.9720
5.7300
0.5980
1.5660
3.0500
2.8500
3.1850
4.4640
4.8600
2.3910
1.6420
4.3390

8.1630
6.4540
8.6470
8.8690
7.6200
2.6940
2.7750
1.8900
3.2760
3.0750
1.6590
2.3080
0.8320
2.0850
2.0790

6.0990
5.9320
6.9440
5.4670
7.6830
3.8790
6.3760
9.1480
3.2960
9.4000
4.1740
6.0250
3.2910
3.3160
8.6670
7.0020
6.7640
9.8630

10.0070
1.9630
9.9560

10.7110
8.3160
9.0110
0.9470
1.1780
3.7720
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Complex Co23
Co

Cl

Cl

N

C

-0.5510
-1.4490
-2.0690
1.7570
1.4650
-0.4880
-0.4360
3.0610
3.7180
2.2630
2.7870
3.4580
4.4030
0.8520
-0.0970
0.8230
0.2970
1.7060
1.8250
2.4230
3.0600
0.2460
2.5540
5.2390
6.2170
3.5790
3.3620
49110
5.6410
4.6980
5.1370
3.8910
5.4560
1.1700
1.1200
0.4260
0.8950

1.3730
0.3030
3.4960
0.3170
-0.3780

4.6980
4.9090
5.6640
-2.0770
-3.0500
1.8080
1.3930
-1.7850
-2.5440
4.1030
4.6080
-0.4480
-0.2350
-1.0330
-1.2630
2.7620
2.2770
3.8020
4.0700
4.4740
5.2340
1.9170
-0.2390
0.6450
0.9470
-1.0090
-1.9000
-0.5750
-1.1450
2.7410
3.3620
3.3100
2.5580
-0.7780
-1.7640
-0.1420
-0.8790

1.1090
-0.8660
1.2040
2.8000
2.8020

2.8140
4.6970
4.3950
9.5100
9.3870
10.2020
11.1370
9.9500
10.1420
1.6110
2.3300
10.1310
10.4580
9.2440
8.9360
-0.4010
-1.1320
-0.7430
-1.7230
0.2630
0.0140
7.9490
2.6570
2.6840
2.6730
2.0620
1.6040
2.0790
1.6450
3.8730
3.0890
4.3340
4.6360
2.5530
3.0190
3.0310
1.5010

5.9870
5.7270
6.7650
5.5340
7.8060
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1.8340
-0.4110
0.4710
2.7890
1.2560
0.3290
-1.2010
4.1390
1.1480
-1.1080
-1.9330
-2.5050
2.5880
3.0000
1.2560
-1.0100
-1.5100
-1.8840
-2.4190
0.6200
0.0500
-0.4680
-0.5090
-1.2220
-1.7840
1.4910
1.0910
-0.2140
-0.1400
2.8230
3.3920
1.9830
2.4260
3.3700
4.3360
0.7070
-0.2650
0.7440
0.2880
1.4910
1.5830
2.1050
2.6400
0.3530

1.6220
3.3740
1.0850
0.9560
-0.0700
3.2980
4.5270
1.4370
2.6480
3.3720
5.1000
5.9350
0.0210
0.9300
3.1140
2.7340
3.0970
4.5270
4.9550
2.4310
1.6040
4.4370
4.8360
5.0490
5.8750
-2.5030
-3.4210
1.5800
1.1120
-2.4010
-3.2440
4.2930
4.8260
-1.1400
-1.0670
-1.3440
-1.4370
2.8910
2.3850
4.0500
4.3830
4.7540
5.6030
1.7200

3.7890
6.5290
9.1180
3.1560
9.2530
4.2630
6.2960
3.2130
3.3160
8.8800
7.3610
7.2080
9.7160
9.9440
1.9850
10.1330
10.9480
8.6480
9.4080
0.9240
1.1050
3.9730
3.0330
4.9890
4.7670
9.1300
8.9210
10.2570
11.1650
9.5690
9.6760
1.6980
2.4510
9.8660
10.1930
8.9810
8.6750
-0.4000
-1.1630
-0.6760
-1.6380
0.3740
0.1760
7.9570
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Complex Co24
Co
Cl

a

T OO0z aoxm T T O Z

2.4860
5.1560
6.1350
3.5340
3.3470
4.8570
5.6030
5.2770
4.5640
5.3440
4.7340
6.2900
3.7180
5.2530
0.9970
1.1130
-0.0550
1.5030
1.4390
0.3830
0.8120

1.7130
1.4420
3.6580
0.2910
-0.7050
-0.6370
-1.7460
-0.4520
-0.5600
1.9200
-0.6290
0.5980
2.5090
1.6560
0.3440
-1.6270
3.9040
1.3450
-1.5040
-2.5770
-3.3120

-0.2280
0.6950
0.9860

-0.8890

-1.7130

-0.4470

-0.9540
3.7280
2.6860
4.6840
3.8780
3.4030
3.1880
24110

-2.2960

-0.8090

-2.5690

-2.4710

-2.9510

-0.2390

-0.7380

1.5120
-0.7240
2.4910
2.7930
-0.2080
0.8660
-0.4300
-0.7250
2.8610
1.6040
3.2710
1.5900
0.6200
0.7260
3.2130
4.1920
0.6820
2.6590
3.3200
4.6480
5.3030

2.4090
2.5670
2.6260
1.7250
1.1490
1.8170
1.3360
3.0280
3.9270
3.5500
2.0950
2.7880
4.3990
4.7290
2.6980
2.2710
2.8050
3.6480
1.9450
2.8470
1.2230

6.1410
6.3410
6.7570
5.4270
1.9230
1.7610
2.1690
0.9950
7.6420
3.8500
6.3060
9.2050
3.1940
9.5250
4.1290
5.9010
2.8830
3.3040
8.5940
6.8430
6.5630
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2.9530
3.1340
4.8140
4.2430
1.6940
-1.3620
-2.0150
-2.5200
-3.2160
0.2340
-0.0160
1.6720
1.3880
-0.6220
-0.6350
-1.6080
-2.3060
2.4880
2.3180
-0.3020
-0.1940
3.7800
4.5500
2.1190
2.1690
4.0110
4.9490
1.4280
0.4930
2.0440
2.0200
2.4510
2.7190
2.4890
2.7890
5.9150
5.4680
6.4580
6.6330
5.4370
4.6600
6.1470
5.9660
0.4210

1.2380
2.2430
1.7890
2.5230
3.2150
2.8520
3.1420
4.2100
4.5490
-0.6460
0.0030
2.4880
1.5110
4.1490
4.4770
4.6250
5.2910
-1.5280
-2.5330
1.9790
1.6390
-1.0120
-1.6410
4.5680
5.1270
0.3700
0.7460
-0.6620
-1.0530
3.0910
2.5510
4.4360
4.8750
5.1750
6.1520
1.2620
0.6780
2.0980
0.6300
2.5900
2.9330
1.9820
3.4680
2.0480

9.7570
9.6950
3.3470
3.9180
2.0420
9.9170
10.6490
8.1820
8.8520
3.0810
3.9220
0.8260
0.8010
3.6780
2.7100
4.5610
4.2210
9.9970
10.0880
10.2280
11.1890
10.2030
10.4410
1.9960
2.8520
10.0860
10.2430
9.6660
9.5240
-0.3890
-1.2570
-0.4130
-1.2960
0.7820
0.7690
4.3120
5.1190
4.7570
3.7870
2.1680
1.4850
1.6050
2.5460
7.9690
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Complex Nil19
Ni
N
Cl
C

a z

T OZD OO0z oo oDz oD Oz ITo

1.7010
4.4580
5.4510
2.3080
1.7620
3.6690
4.0870
-0.1380
0.6130
-0.2220
-1.0990

-1.2760
0.1920
0.2470
1.2760

-2.0040

-2.1590
2.0980
2.9420

-3.0880
1.7420
2.3270
0.5780
0.1240
0.6460

-1.0560

-1.3730

-1.7920

-2.9820

-3.3580

-3.6680

-4.5290

-3.1610

-1.3320

-0.1680
1.6170
1.0680
0.4160
1.4130
1.0060
2.3220
2.5720

-0.4770
-0.3470
-0.3450
-1.4460
-2.2160
-1.3890
-2.1100
-2.0860
-2.4820
-2.7730
-2.0750

-3.0690
-1.7940
-3.5930
-2.2230
-1.2490
-4.0050
-1.2880
-1.5860
-3.2780
0.0760
0.7590
0.4810
1.8160
2.5670
2.1240
3.0960
1.1030
1.3440
2.2930
0.2810
0.4900
-1.0420
-0.2350
-0.5320
-3.5840
-4.4560
-4.1050
-5.8200
-6.4480
-6.3210
-7.3120

2.7390
2.0830
1.8400
1.9030
1.5120
1.5850
0.9910
3.5550
4.2400
2.7110
4.0740

3.0360
1.8710
4.6000
1.2370
3.2370
1.1960
0.5610
0.0640
4.3920
0.5730
0.0850
1.2610
1.3380
0.8790
2.0470
2.0880
2.6930
3.4050
3.4810
4.0210
4.5290
3.9350
2.6260
1.9090
1.2300
0.2640
-0.4440
0.2570
-0.4400
1.2070
1.2030
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Complex Ni20
Ni
N
Cl
C

a z

T OZT OO0 Oz I 0

2.8900

3.5550

2.5440

2.9700
-3.7720
-5.0610
-5.4050
-5.8390
-4.9480
-3.3150
-2.8530
-2.9560
-2.6070
-3.5500
-3.6090
-4.0860
-4.5480
-4.0060
-2.3090
-1.8970
-1.5220
-3.1090
-4.6980
-5.7500
-4.6690
-4.2420

-1.0770
0.4310
0.0090
1.6520

-2.0420

-1.2670
2.4690
3.4150

-3.1660
1.9660
2.5490
0.6610
0.0550
0.5640

-1.2570

-1.6790

-5.4560
-5.8190
-4.0920
-3.4750
-2.1610
-2.0620
-3.0230
-1.6770
-1.3850
-4.4420
-4.6690
-5.9690
-6.1690
-7.0120
-7.9480
-6.7630
-7.5310
-5.4770
-3.5760
-3.9450
-3.0280
-2.8760
-5.2880
-5.5650
-4.2570
-5.9270

-3.0300
-1.7110
-2.9550
-2.0640
-1.3260
-4.4010
-1.1170
-1.3580
-3.4060
0.1780
0.8690
0.5030
1.7660
2.5210
1.9970
2.9190

2.1600
2.8470
2.1690
2.8660
4.5390
5.2830
5.6650
4.6210
6.1320
4.9740
6.3070
6.8560
7.7970
6.1330
6.5390
4.8620
4.3670
4.2790
7.1620
8.1040
6.6500
7.4050
2.9770
3.0780
2.6270
2.2180

3.4090
2.3500
5.3710
1.9700
3.1960
1.6410
1.3010
0.9930
4.2210
1.0620
0.5840
1.4890
1.3080
0.8420
1.7720
1.6360




o@D TDTorTDnT DT Oo@Dn oo oD oo DD oo oD o@D oD oo a0 OO0

-1.9810
-3.2860
-3.7630
-3.9480
-4.8930
-3.3090
-1.3800
-0.0740

2.1410

2.0850

1.6840

2.5770

2.5260

3.1380

3.4920

3.2160

3.6310

2.7260

2.8040
-3.9110
-5.2800
-5.5950
-6.0050
-5.3030
-3.5530
-3.3710
-3.7940
-3.6940
-4.3670
-4.6460
-4.5720
-5.0060
-4.2070
-4.5590
-4.1230
-4.1500
-6.0830
-6.2700
-6.5270
-6.5730
-2.8100
-2.5570
-3.5830
-1.5530

0.9680

1.1400

2.0410

0.0740

0.2340
-1.1870
-0.3030
-0.5180
-3.3550
-4.3430
-4.1290
-5.6390
-6.3510
-5.9550
-6.8970
-4.9720
-5.2000
-3.6750
-2.9680
-2.3180
-2.2690
-3.2230
-1.9860
-1.5310
-4.6400
-5.1910
-6.5200
-6.9400
-7.2980
-8.2630
-6.7450
-7.3320
-5.4090
-4.8820
-3.8990
-5.5520
-4.7440
-4.2980
-4.1020
-5.7180
-4.4270
-3.4050
-4.3490
-5.0710

2.4200
2.9200
2.8260
3.5560
3.9100
3.6880
2.5900
2.1390
2.2160
1.2060
0.2890
1.4520
0.7200
2.7020
2.8810
3.7060
4.6120
3.4620
4.1980
4.2800
4.8740
5.2960
4.1090
5.6780
4.4970
5.8040
6.0470
6.9740
5.0340
5.2240
3.7650
3.0470
3.4810
2.1230
1.9410
1.3610
1.8970
0.9180
2.6600
1.9280
6.9620
6.6800
7.7300
7.6000
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Complex Ni21
Ni
N
Cl
C

a z
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-1.0900
-0.8220
-1.8180

-1.0410
0.6860
0.0420
1.8860

-1.7730

-1.3320
2.8580
3.7930

-3.1730
2.5270
3.2200
1.2370
0.7970
1.4230

-0.5140

-0.8170

-1.3970

-2.7150

-3.0820

-3.5420

-4.4930

-3.0560

-0.9580
0.3430
2.2110
1.9900
1.5890
2.3190
2.1490
2.8860
3.1240
3.1310
3.5490
2.8010
2.9950

-3.8170

-5.2300

-5.6940

-5.8340

-4.3670
-5.3400
-5.9690

-3.0730
-1.8730
-3.3660
-2.3400
-1.2480
-4.1530
-1.4500
-1.7780
-3.2350
-0.0900

0.5600

0.3560

1.6920

2.4120

2.0440

3.0170

1.0660

1.3550

2.3080

0.3330

0.5790
-0.9970
-0.2750
-0.6140
-3.6940
-4.6190
-4.3130
-5.9770
-6.6430
-6.4190
-7.4050
-5.5010
-5.8200
-4.1430
-3.4860
-2.0800
-1.8920
-2.8110
-1.5190

8.2940
6.8360
8.1600

3.2240
2.3720
5.1660
2.0500
3.1070
1.2810
1.5260
1.2680
4.0160
1.3600
0.9830
1.7190
1.5960
1.2280
1.9820
1.8870
2.4940
2.8950
2.8250
3.3960
3.6770
3.5030
2.6190
2.2320
2.2190
1.1740
0.2830
1.3440
0.5870
2.5530
2.6770
3.5910
4.4670
3.4230
4.1840
3.9960
4.4470
4.8040
3.6190
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Complex Ni22
Ni
Cl

a

OO0 azaoaZz

-5.2630
-3.6670
-3.5740
-4.1350
-4.0870
-4.7880
-5.1820
-4.9200
-5.4320
-4.3830
-1.8480
-2.9610
-4.0430
-1.1800
-2.2720
-1.2540
-2.4870
-3.5880
-4.5330
-4.8050
-6.1560
-4.6540
-4.1700
-6.4880
-6.7850
-6.3080
-4.1170
-4.1340
-4.8410
-3.1720

1.4140
0.3600
3.3700
0.2540
-0.5560
1.9010
-0.5740
0.4010
2.8390
1.3020
0.2970
-1.4460

-1.1690
-4.3890
-4.7400
-5.9680
-6.2560
-6.8240
-7.7080
-6.4570
-7.0940
-5.2420
-4.5670
-3.8560
-3.2600
-5.1340
-5.2600
-3.8290
-2.9930
-2.5500
-4.0420
-2.7300
-4.5790
-4.9050
-6.0100
-3.7820
-5.4550
-4.2450
-3.9960
-5.6140
-6.8710
-6.3610

1.3980
-0.5780
2.1840
2.8650
2.9790
1.6540
3.4440
1.4550
0.9060
0.4040
3.2690
4.5000

5.2630
4.4420
5.8320
6.2600
7.2400
5.3700
5.7020
4.0290
3.4150
3.5350
7.7180
6.8910
7.8370
7.0670
8.4480
8.2620
6.4210
8.5310
8.4210
7.2660
1.8470
2.0890
1.1010
2.5110
2.0190
0.8180
1.8170
0.0840
1.1030
1.3680

6.0920
5.9260
6.8610
5.4640
7.6940
3.8870
6.3750
9.1630
3.3310
9.3890
4.1600
6.0150
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4.1890
1.2020
-1.3920
-2.2870
-2.9230
2.6290
2.9480
1.3620
-1.2950
-1.8710
-2.2600
-2.8740
0.7310
0.1340
-0.5620
-0.5700
-1.4270
-2.0390
1.7880
1.4810
-0.3910
-0.3170
3.1120
3.7680
2.1550
2.6080
3.5310
4.4920
0.8840
-0.0790
0.9100
0.4550
1.7120
1.8420
2.3310
2.9090
0.2750
2.5080
5.1870
6.1640
3.5380
3.3280
4.8680
5.6020

1.3710
2.6090
3.5440
5.0720
5.8360
0.6750
1.6390
2.9670
3.0020
3.3650
4.5980
5.0240
2.2230
1.4260
4.3200
4.6510
4.9300
5.6890
-1.9920
-2.9620
1.9480
1.5520
-1.7140
-2.4800
4.0850
4.6500
-0.3800
-0.1780
-0.9380
-1.1590
2.5750
2.0290
3.6800
3.9350
4.4360
5.2430
1.9970
-0.3630
0.5350
0.8410
-1.1700
-2.0900
-0.7290
-1.3240

3.2830
3.3050
8.6870
6.9990
6.7560
9.7930
9.9220
1.9470
9.9870
10.7500
8.3280
9.0260
0.9240
1.1520
3.7470
2.7800
4.6740
4.3640
9.4810
9.3720
10.2310
11.1720
9.8640
10.0300
1.5950
2.3180
10.0230
10.3080
9.2500
8.9810
-0.4270
-1.1630
-0.7670
-1.7490
0.2440
-0.0040
7.9590
2.7670
2.7310
2.6950
2.2300
1.8350
2.2180
1.8270
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Complex Ni23
Ni
Cl

a
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4.6380
5.0730
3.8320
5.3990
1.1270
1.0590
0.3720
0.8820

1.3320
-0.1610
3.4500
0.4050
-0.1700
1.7560
-0.2340
0.6530
2.6600
1.3820
0.3780
-0.9640
4.0230
1.1090
-0.7980
-1.5980
-2.1260
2.7380
3.2040
1.1860
-0.6630
-1.0910
-1.5130
-1.9750
0.5600
0.0210
-0.3700
-0.4460
-1.0280
-1.5520
1.4930
1.0400
0.0700
0.1710

2.7070
3.2660
3.3080
2.5860
-0.9080
-1.8430
-0.2240
-1.1110

1.1410
-0.5070
1.3960
2.8470
2.8120
1.6400
3.4280
0.9930
0.9440
-0.2060
3.3800
4.6320
1.3900
2.7150
3.3790
5.2080
6.0800
-0.2130
0.6550
3.2070
2.6830
3.0410
4.5880
5.0190
2.5220
1.6730
4.5690
4.9950
5.1930
6.0560
-2.6270
-3.5050
1.4790
0.9690

3.7610
2.9300
4.1770
4.5350
2.6730
3.2330
3.0570
1.6290

5.9680
5.6680
6.6670
5.6360
7.9420
3.7880
6.6880
9.1300
3.1130
9.1460
4.3790
6.5360
3.0880
3.3710
9.0770
7.6610
7.5680
9.5490
9.8280
2.0460
10.2960
11.1540
8.9260
9.7300
0.9790
1.1500
4.1700
3.2440
5.2460
5.0800
8.8100
8.5450
10.3280
11.2100
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Complex Ni24
Ni
Cl
Cl
N
C
H

2.8470
3.3790
1.8790
2.3260
3.4680
4.4500
0.7620
-0.2270
0.6510
0.2000
1.3570
1.4230
1.9670
2.4750
0.5000
2.2930
4.9890
5.9770
3.2900
3.0550
4.6270
5.3370
5.2010
4.5190
5.3300
4.6010
6.1870
3.7140
5.2460
0.7500
0.9000
-0.3090
1.2300
1.2020
0.1960
0.5840

1.6270
1.0080
3.4090
0.2460
-0.6470
-0.6120

-2.6230
-3.4960
4.4090
4.9380
-1.4170
-1.4150
-1.4250
-1.4490
3.0090
2.5010
4.1950
4.5490
4.8980
5.7650
1.6850
-0.2470
0.6030
0.8700
-0.9610
-1.7970
-0.5530
-1.0960
3.6450
2.6470
4.6110
3.7880
3.2840
3.1840
2.3780
-2.2300
-0.7880
-2.4790
-2.3250
-2.9560
-0.1480
-0.7910

1.5240
-0.6250
2.7850
2.7550
-0.3190
0.7540

9.1920
9.2010
1.7670
2.5200
9.5650
9.8490
8.7940
8.5290
-0.3390
-1.1030
-0.6040
-1.5610
0.4500
0.2590
8.0080
2.4080
2.4170
2.4200
1.7010
1.1610
1.7190
1.2210
2.7700
3.7400
3.2620
1.8720
2.4720
4.2430
4.5110
2.8820
2.3320
2.9840
3.8580
2.2030
2.8630
1.2850

6.1220
6.2970
6.6470
5.4500
1.7190
1.5360
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-1.6940
-0.3110
-0.5470
1.8590
-0.6540
0.6730
2.4810
1.7480
0.2760
-1.6640
3.8860
1.2770
-1.4610
-2.5890
-3.3330
3.0550
3.2310
4.7550
4.1430
1.6350
-1.2680
-1.8960
-2.4910
-3.1690
0.2260
-0.0970
1.6840
1.4480
-0.7090
-0.7440
-1.6790
-2.3890
2.6100
2.4490
-0.1930
-0.0490
3.9110
4.6950
2.0090
2.0140
4.1320
5.0760
1.5320
0.5910

-0.5790
-0.8450
2.8550
1.5690
3.2420
1.6050
0.6000
0.7440
3.1650
4.1540
0.6870
2.6220
3.3210
4.6190
5.2680
1.2580
2.2630
1.8240
2.5670
3.1990
2.8680
3.1630
4.2010
4.5470
-0.6920
-0.0170
2.4820
1.4950
4.0870
4.4030
4.5680
5.2260
-1.5080
-2.5130
2.0010
1.6710
-0.9900
-1.6180
4.5680
5.1240
0.3930
0.7710
-0.6450
-1.0380

1.8980
0.8240
7.6840
3.8570
6.3450
9.2160
3.2080
9.4870
4.1480
5.9540
2.9500
3.3130
8.6600
6.9190
6.6510
9.6470
9.5750
3.4230
3.9330
2.0620
9.9820
10.7340
8.2630
8.9470
2.9500
3.7440
0.8400
0.7990
3.7080
2.7370
4.6080
4.2740
9.9100
10.0090
10.2660
11.2250
10.0450
10.2400
2.0340
2.8950
9.9170
10.0230
9.6380
9.5460
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2.0660
2.0910
2.4170
2.6950
2.3910
2.6530
5.8110
5.3270
6.3270
6.5570
5.4210
4.6710
6.1720
5.9130
0.4470
1.7090
4.4950
5.4990
2.3720
1.8570
3.7470
4.2050
-0.1410
0.5770
-0.1610
-1.1300

3.1090
2.5730
4.4690
4.9250
5.1990
6.1870
1.3480
0.7950
2.2060
0.6980
2.6020
2.9090
1.9950
3.5010
2.0510
-0.5030
-0.3420
-0.3270
-1.4680
-2.2470
-1.3990
-2.1180
-2.1270
-2.4850
-2.8400
-2.1230

-0.3600
-1.2310
-0.3640
-1.2360
0.8360
0.8370
4.4600
5.2690
4.8960
3.9980
2.2520
1.5220
1.7440
2.6300
7.9860
2.7030
2.1900
1.9970
1.9050
1.4880
1.6620
1.0980
3.4470
4.1850
2.6200
3.9110




