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NMR Spectra 

 
Figure S1. 1H NMR spectrum (CDCl3, 500 MHz, 298 K) of [fc(NPPh3)2NiPh][BPh4]: δ (ppm) 
3.39 (t, 4H, Cp-H), 4.36 (t, 4H, Cp-H), 5.77 (t, 2H, Ni-(m-Ph)), 5.92 (t, 1H, Ni-(p-Ph)), 6.69 (d, 
2H, Ni-(o-Ph)), 6.89 (t, 4H, B-(p-Ph)), 7.05 (t, 8H, B-(m-Ph)), 7.31-7.57 (m, 38H, B-(o-Ph), P-(o-
Ph), P-(m-Ph), P-(p-Ph)). The peaks at 1.22 ppm and 3.49 ppm are attributed to cocrystallized 
diethyl ether. The peak at 5.29 is attributed to cocrystallized methylene chloride. 
 

 
Figure S2. 13C NMR spectrum (CDCl3, 126 MHz, 298 K) of [fc(NPPh3)2NiPh][BPh4]: δ (ppm) 
69.0 (d, Cp-C), 72.4 (s, Cp-C), 80.6 (d, Cp-C), 121.6 (s, NiPh), 121.7 (s, BPh), 124.8 (d, PPh), 
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125.6 (m, BPh), 125.7 (s, NiPh), 128.9 (d, PPh), 133.2 (d, PPh), 133.5 (d, PPh), 136.6 (s, BPh), 
138.9 (s, NiPh), 141.9 (s, NiPh), 164.5 (q,	1JCB = 49.9 Hz, B-C). The peaks at 15.5 ppm and 66.1 
ppm are attributed to cocrystallized diethyl ether. The peak at 53.6 is attributed to cocrystallized 
methylene chloride. 
 

 
Figure S3. 11B NMR spectrum (CDCl3, 161 MHz, 298 K) of [fc(NPPh3)2NiPh][BPh4]: δ (ppm) -
5.7 (s).  
 

 
Figure S4. 31P{1H} NMR spectrum (CDCl3, 203 MHz, 298 K) of [fc(NPPh3)2NiPh][BPh4]: δ 
(ppm) 37.5 (s). 
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Figure S5. 1H NMR spectrum (CD2Cl2, 500 MHz, 298 K) of [fc(NPPh3)2PdMe][BPh4]: δ (ppm) -
0.07 (s, 3H, Pd-CH3), 3.12 (s, 4H, Cp-H), 4.58 (s, 4H, Cp-H), 6.86 (t, 4H, B-(p-Ph)), 7.01 (t, 8H, 
B-(m-Ph)), 7.31 (br s, 8H, B-(o-Ph)), 7.53 (m, 12H, P-(o-Ph)), 7.67 (t, 6H, P-(p-Ph)), 7.73 (m, 
12H, P-(m-Ph)). The peaks at 1.82 ppm and 3.68 ppm are attributed to cocrystallized 
tetrahydrofuran. 
 

 
Figure S6. 13C NMR spectrum (CD2Cl2, 126 MHz, 298 K) of [fc(NPPh3)2PdMe][BPh4]: δ (ppm) 
-4.7 (t, Pd-CH3), 68.2 (d, Cp-C), 72.6 (s, Cp-C), 88.3 (d, Cp-C), 122.2 (s, BPh), 126.1 (q, BPh), 
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126.9 (d, PPh), 129.5 (d, PPh), 133.8 (d, PPh), 134.0 (d, PPh), 136.5 (q, BPh), 164.6 (q,	1JCB = 
49.4 Hz, B-C). Peaks at 26.1 ppm and 68.3 ppm are attributed to cocrystallized tetrahydrofuran. 
 

 
Figure S7. 11B NMR spectrum (CD2Cl2, 161 MHz, 298 K) of [fc(NPPh3)2PdMe][BPh4]: δ (ppm) 
-5.9 (s). 
 

 
Figure S8. 31P{1H} NMR spectrum (CD2Cl2, 203 MHz, 298 K) of [fc(NPPh3)2PdMe][BPh4]: δ 
(ppm) 30.2 (s).  
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Figure S9. 1H NMR spectrum (CD2Cl2, 500 MHz, 298 K) of [fc(NPPh3)2Pd(THF)][BF4]2: δ (ppm) 
1.61 (m, 4H, CH2), 3.53 (m, 4H, OCH2), 3.63 (t, 4H, Cp-H), 5.39 (t, 4H, Cp-H), 7.66 (m, 12H, o-
Ph), 7.75 (m, 18H, m-Ph, p-Ph).	 
 

 
Figure S10. 13C NMR spectrum (CD2Cl2, 126 MHz, 298 K) of [fc(NPPh3)2Pd(THF)][BF4]2: δ 
(ppm) 25.9 (s, CH2), 69.1 (s, OCH2), 73.2 (d, Cp-C), 83.8 (s, Cp-C), 106.9 (d, Cp-C), 123.9 (d, 
PPh), 130.8 (d, PPh), 133.3 (d, PPh), 135.4 (d, PPh). 
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Figure S11. 11B NMR spectrum (CD2Cl2, 161 MHz, 298 K) of [fc(NPPh3)2Pd(THF)][BF4]2: δ 
(ppm) -0.4 (br s). 
 

 
Figure S12. 19F NMR spectrum (CD2Cl2, 282 MHz, 298 K) of [fc(NPPh3)2Pd(THF)][BF4]2: δ 
(ppm) -152.0 (br s), -152.1 (br s). 
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Figure S13. 31P{1H} NMR spectrum (CD2Cl2, 203 MHz, 298 K) of [fc(NPPh3)2Pd(THF)][BF4]2: 
δ (ppm) 37.4 (s). 
 

 
Figure S14. 1H NMR spectrum (CDCl3, 500 MHz, 298 K) of fc(NPEt3)2: δ (ppm) 1.13 (m, 18H, 
CH2CH3), 1.85 (m, 12H, CH2CH3), 3.66 (t, 4H, Cp-H), 3.74 (t, 4H, Cp-H).	 
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Figure S15. 13C NMR spectrum (CDCl3, 126 MHz, 298 K) of fc(NPEt3)2: δ (ppm) 6.6 (d, 
CH2CH3), 18.0 (d, CH2CH3), 61.3 (d, Cp-C), 64.8 (s, Cp-C), 111.6 (s, Cp-C). 
 

 
Figure S16. 31P{1H} NMR spectrum (CDCl3, 203 MHz, 298 K) of fc(NPEt3)2: δ (ppm) 28.9 (s). 
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Figure S17. 1H NMR spectrum (C6D6, 500 MHz, 298 K) of fc(NPEt3)2PdCl(Me): δ (ppm) 0.72 
(m, 9H, CH2CH3), 0.81 (m, 9H, CH2CH3), 1.21 (s, 3H, Pd-CH3), 1.45 (m, 3H, CH2CH3), 1.70 (m, 
6H, CH2CH3), 2.39 (m, 3H, CH2CH3), 3.75 (br s, 1H, Cp-H), 3.77 (br s, 1H, Cp-H), 3.80 (br s, 1H, 
Cp-H), 3.88 (br s, 1H, Cp-H), 4.05 (br s, 1H, Cp-H), 4.08 (br s, 1H, Cp-H), 5.19 (br s, 1H, Cp-H), 
5.52 (br s, 1H, Cp-H). The peaks at 2.11, 7.02, 7.05, and 7.13 are attributed to residual toluene. 
The peaks at 2.21 and 5.58 are attributed to residual 1,5-cyclooctadiene.	 
 

 
Figure S18. 13C NMR spectrum (C6D6, 126 MHz, 298 K) of fc(NPEt3)2PdCl(Me): δ (ppm) -9.8 
(t, Pd-CH3), 6.8 (d, CH2CH3), 7.2 (d, CH2CH3), 18.3 (d, CH2CH3), 18.8 (d, CH2CH3), 63.1 (s, Cp-
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C), 63.7 (s, Cp-C), 65.4 (s, Cp-C), 65.8 (s, Cp-C), 67.0 (s, Cp-C), 67.1 (s, Cp-C), 68.1 (s, Cp-C), 
70.1 (s, Cp-C), 109.1 (d, Cp-C), 109.3 (m, Cp-C). The peaks at 21.8, 126.0, 128.9, 129.2, and 
129.7 are attributed to residual toluene. The peaks at 28.7 and 138.2 are attributed to residual 1,5-
cyclooctadiene. 
 

 
Figure S19. 31P{1H} NMR spectrum (C6D6, 203 MHz, 298 K) of fc(NPEt3)2PdCl(Me): δ (ppm) 
43.4 (s), 45.1 (s). 
 

 
Figure S20. 1H NMR spectrum (CDCl3, 500 MHz, 298 K) of [fc(NPEt3)2PdMe][BPh4]: δ (ppm) 
0.91 (s, 3H, Pd-CH3), 1.09 (m, 18H, CH2CH3), 1.82 (m, 12H, CH2CH3), 2.97 (t, 4H, Cp-H), 4.63 
(t, 4H, Cp-H), 6.89 (t, 4H, B-(p-Ph)), 7.04 (t, 8H, B-(m-Ph)), 7.41 (br s, 8H, B-(o-Ph)). The peak 
at 5.29 is attributed to cocrystallized methylene chloride.	 
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Figure S21. 13C NMR spectrum (CDCl3, 126 MHz, 298 K) of [fc(NPEt3)2PdMe][BPh4]: δ (ppm) 
-11.1 (t, Pd-CH3), 6.1 (d, CH2CH3), 18.1 (d, CH2CH3), 67.5 (d, Cp-C), 72.5 (s, Cp-C), 87.6 (d, Cp-
C), 121.8 (s, BPh), 125.6 (q, BPh), 136.5 (q, BPh), 164.4 (q,	1JCB = 49.3 Hz, B-C). 
 

 
Figure S22. 11B NMR spectrum (CDCl3, 161 MHz, 298 K) of [fc(NPEt3)2PdMe][BPh4]: δ (ppm) 
-5.7 (s). 
 



	 S13

 
Figure S23. 31P{1H} NMR spectrum (CDCl3, 203 MHz, 298 K) of [fc(NPEt3)2PdMe][BPh4]: δ 
(ppm) 57.3 (s). 
 

 
Figure S24. 1H NMR spectrum (CDCl3, 500 MHz, 298 K) of the reaction mixture of 
[fc(NPPh3)2NiPh][BPh4] in the presence of 1.4 equivalents of Cp2Co in THF, after 15 minutes at 
ambient temperature (selected peaks correspond to [fc(NPPh3)2NiPh][BPh4]). 
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Figure S25. 1H NMR spectrum (C6D6, 500 MHz, 298 K) of the reaction mixture of 
[fc(NPPh3)2NiPh][BPh4] with 1.2 equivalents of KC8 after 1 minute in THF at ambient 
temperature, containing unreacted [fc(NPPh3)2NiPh][BPh4] and fc(NPPh3)2 (selected peaks).  
 

 
Figure S26. 1H NMR spectrum (CDCl3, 300 MHz, 298 K) of an NMR scale reaction of 
[fc(NPPh3)2NiPh][BPh4] (top) with 1 equivalent of [AcFc][BArF] (bottom), after 15 minutes at 
ambient temperature. 
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Figure S27. 1H NMR spectrum (CDCl3, 500 MHz, 298 K) of an NMR scale reaction of 
[fc(NPPh3)2NiPh][BPh4] (top) with an excess of AgBF4 (bottom) after 30 minutes at ambient 
temperature. 
 

 
Figure S28. 1H NMR spectrum (CD2Cl2, 500 MHz, 298 K) of a NMR scale reaction of 
[fc(NPPh3)2PdMe][BPh4] with 1 equivalent of [AcFc][BArF] after 30 minutes at ambient 
temperature (selected peaks correspond to [fc(NPPh3)2PdMe][BPh4]). 
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Figure S29. 31P{1H} NMR spectrum (CH2Cl2/MeCN (1:1 vol %), 203 MHz, 298 K) of 
[fc(NPPh3)2NiPh][BPh4]: δ (ppm) 37.5 (s). 
 

 
Figure S30. 31P{1H} NMR spectrum (CH2Cl2/MeCN (1:1 vol %), 203 MHz, 298 K) of 
[fc(NPPh3)2PdMe][BPh4]: δ (ppm) 30.4 (s). 
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Figure S31. 31P{1H} NMR spectrum (CH2Cl2/MeCN (1:1 vol %), 203 MHz, 298 K) of 
[fc(NPEt3)2PdMe][BPh4]: δ (ppm) 58.0 (s). 
 

 
Figure S32. 1H NMR spectrum (CDCl3, 500 MHz, 298 K) of an NMR scale reaction of 
[fc(NPEt3)2PdMe][BPh4] with excess AgBF4 after 30 min at ambient temperature (selected peaks 
correspond to [fc(NPEt3)2PdMe][BPh4]). 
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Figure S33. 1H NMR spectra (CDCl3, 500 MHz, 298 K) of [fc(NPEt3)2PdMe][BPh4] (bottom) and 
its decomposition (top) after 16 hours at ambient temperature, in CDCl3. 
 

 
Figure S34. 31P NMR spectra (CDCl3, 203 MHz, 298 K) of [fc(NPEt3)2PdMe][BPh4] (bottom) 
and its decomposition (top) after 16 hours at ambient temperature, in CDCl3. 
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Figure S35. 1H NMR spectra (CDCl3, 500 MHz, 298 K) of [fc(NPEt3)2PdMe][BPh4] 
decomposition in the presence of 16 equivalents of styrene, in CDCl3.  
 

 
Figure S36. 1H NMR spectra (CD2Cl2, 500 MHz, 298 K) of isolated [fc(NPPh3)2Pd(THF)][BF4]2 
(top) and in situ generated derivative from the addition of AgBF4 to [fc(NPPh3)2PdMe][BPh4] in 
the absence of THF (bottom). 
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Figure S37. 31P{1H} NMR spectrum (CD2Cl2, 203 MHz, 298 K) of the reaction mixture of AgBF4 
and [fc(NPPh3)2PdMe][BPh4] in the absence of THF. 
 

 
Figure S38. 11B NMR spectrum (CD2Cl2, 161 MHz, 298 K) of the reaction mixture of AgBF4 and 
[fc(NPPh3)2PdMe][BPh4] in the absence of THF. 
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Figure S39. 19F NMR spectrum (CD2Cl2, 282 MHz, 298 K) the reaction mixture of AgBF4 and 
[fc(NPPh3)2PdMe][BPh4] in the absence of THF. 
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Additional Figures 
 

 
 
Scheme S1. Attempts to prepare ferrocene-bis(tricyclohexyl)phosphinimine palladium 
complexes. 
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Cyclic Voltammetry Data 
 

 
Figure S40. Cyclic voltammograms recorded with a glassy carbon electrode at 100 mV/s in 
methylene chloride, 0.10 M [TPA][BArF] containing no [fc(NPPh3)2NiPh][BPh4] (black trace) and 
5.0 mM [fc(NPPh3)2NiPh][BPh4] (red trace). 
 

 
Figure S41. Cyclic voltammograms recorded with a glassy carbon electrode at 100 mV/s in 
methylene chloride, 0.10 M [TBA][PF6] containing no [fc(NPPh3)2PdMe][BPh4] (black trace) and 
5.0 mM [fc(NPPh3)2PdMe][BPh4] (red trace). 



	 S24

 
Figure S42. Cyclic voltammograms recorded with a glassy carbon electrode at 100 mV/s in 
methylene chloride, 0.10 M [TBA][PF6] containing no fc(NPEt3)2PdCl(Me) (black trace) and 5.0 
mM fc(NPEt3)2PdCl(Me) (red trace). 

 

 
Figure S43. Cyclic voltammograms recorded with a glassy carbon electrode at 100 mV/s in 
methylene chloride, 0.10 M [TBA][PF6] containing no [fc(NPEt3)2PdMe][BPh4] (black trace) and 
5.0 mM [fc(NPEt3)2PdMe][BPh4] (red trace). 
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X-ray Crystallographic Data 
	
[fc(NPPh3)2NiPh][BPh4]	
	

 
Figure S44. Molecular structure drawing of [fc(NPPh3)2NiPh][BPh4] with thermal ellipsoids at 
50% probability; hydrogen atoms were omitted for clarity. 
 
Crystal data for C76H63BFeN2NiP2; Mr = 1191.59; Triclinic; space group P-1; a = 13.6804(12) Å; 
b = 15.2391(13) Å; c = 16.5452(14) Å; α = 78.9940(10)°; β = 71.6030(10)°; γ = 78.3080(10)°; V 
= 3175.0(5) Å3; Z = 2; T = 100(2) K; λ = 0.71073 Å; μ = 0.620 mm-1; dcalc = 1.246 g.cm-3; 25934 
reflections collected; 11159 unique (Rint = 0.0419); giving R1 = 0.0346, wR2 = 0.0735 for 7830 
data with [I>2σ(I)] and R1 = 0.0592, wR2 = 0.0770 for all 11159 data. Residual electron density 
(e–.Å-3) max/min: 0.322/-0.404.  
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[fc(NPPh3)2PdMe][BPh4] 
 

 
Figure S45. Molecular structure drawing of [fc(NPPh3)2PdMe][BPh4] with thermal ellipsoids at 
50% probability; hydrogen atoms were omitted for clarity. 
 
Crystal data for C71H61BFeN2P2Pd; Mr = 1177.21; Triclinic; space group P-1; a = 12.4007(11) Å; 
b = 16.5646(14) Å; c = 16.8723(14) Å; α = 61.6650(10)°; β = 82.0190(10)°; γ = 78.0320(10)°; V 
= 2980.9(4) Å3; Z = 2; T = 100(2) K; λ = 0.71073 Å; μ = 0.642 mm-1; dcalc = 1.312 g.cm-3; 34324 
reflections collected; 10478 unique (Rint = 0.0188); giving R1 = 0.0220, wR2 = 0.0565 for 9596 
data with [I>2σ(I)] and R1 = 0.0251, wR2 = 0.0575 for all 10478 data. Residual electron density 
(e–.Å-3) max/min: 0.603/-0.332.  
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[fc(NPEt3)2PdMe][BPh4] 

 
Figure S46. Molecular structure drawing of [fc(NPEt3)2PdMe][BPh4] with thermal ellipsoids at 
50% probability; most hydrogen and solvent atoms were omitted for clarity. 
 
Crystal data for C48H63BCl2FeN2P2Pd; Mr = 973.90; Monoclinic; space group P21/n; a = 
13.7968(10) Å; b = 11.2680(8) Å; c = 29.080(2) Å; α = 90°; β = 93.2721(12)°; γ = 90°; V = 
4513.4(6) Å3; Z = 4; T = 100(2) K; λ = 0.71073 Å; μ = 0.945 mm-1; dcalc = 1.433 g.cm-3; 35644 
reflections collected; 7945 unique (Rint = 0.0314); giving R1 = 0.0369, wR2 = 0.0925 for 6949 data 
with [I>2σ(I)] and R1 = 0.0437, wR2 = 0.0953 for all 7945 data. Residual electron density (e–.Å-3) 
max/min: 2.636/-1.207.  
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[fc(NPPh3)2Pd(THF)][BF4]2 

 
Figure S47. Molecular structure drawing of [fc(NPPh3)2Pd(THF)][BF4]2 with thermal ellipsoids 
at 50% probability; hydrogen atoms were omitted for clarity. 
 
Crystal data for C50H46B2F8FeN2OP2Pd; Mr = 1088.70; Orthorhombic; space group Pbca; a = 
20.9759(18) Å; b = 16.9627(14) Å; c = 31.472(3) Å; α = 90°; β = 90°; γ = 90°; V = 11197.9(16) 
Å3; Z = 8; T = 100(2) K; λ = 0.71073 Å; μ = 0.698 mm-1; dcalc = 1.292 g.cm-3; 64690 reflections 
collected; 9856 unique (Rint = 0.0251); giving R1 = 0.0582, wR2 = 0.1441 for 8766 data with 
[I>2σ(I)] and R1 = 0.0653, wR2 = 0.1482 for all 9856 data. Residual electron density (e–.Å-3) 
max/min: 1.795/-1.120.  
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DFT Calculations 
	
Table S1. Comparison of geometries from X-ray data and calculations for [fc(NPPh3)2NiPh]+, 
[fc(NPPh3)2PdMe]+, and [fc(NPEt3)2PdMe]+. 
 

 Ni Pd (PPh3) Pd (PEt3) 
Parameter Exp. Calculated Exp. Calculated Exp. Calculated
Fe-M (Å) 2.82 2.81 2.80 2.82 2.78 2.84 

M-N(1) (Å) 1.90 1.92 2.03 2.08 2.05 2.09 
M-N(2) (Å) 1.90 1.92 2.07 2.09 2.05 2.08 

M-C (Å) 1.90 1.89 2.05 2.06 2.06 2.06 
N(1)-M-Fe (°) 80.8 81.7 79.5 79.4 80.9 80.1 
Fe-M-N(2) (°) 79.5 80.7 81.1 81.1 81.0 79.9 
N(1)-M-C (°) 102.7 98.8 97.1 98.1 99.4 100.2 
N(2)-M-C (°) 97.0 98.8 102.3 101.8 98.3 99.3 
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Figure S48. Frontier molecular orbitals for [fc(NPPh3)2NiPh]+: HOMO-6 (top left), HOMO-5 (top 
middle), HOMO-2 (top right), HOMO-1 (middle left), HOMO-1, HOMO (middle right), LUMO 
(bottom left), LUMO+1 (bottom right); isosurface value = 0.03. 
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Figure S49. NLMO 89 (top left), NLMO 95 (top right), and Bader bond critical points (bottom) 
for [fc(NPPh3)2NiPh]+. 
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Figure S50. Frontier molecular orbitals for [fc(NPPh3)2PdMe]+: HOMO-25 (top left), HOMO-16 
(top middle), HOMO-6 (top right), HOMO-5 (middle left), HOMO-2 (middle), HOMO-1 (middle 
right), HOMO (bottom left), LUMO (bottom middle), LUMO+1 (bottom right); isosurface 
value = 0.03. 
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Figure S51. NLMO 93 (top left), NLMO 219 (top right), and Bader bond critical points (bottom) 
for [fc(NPPh3)2PdMe]+. 
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Figure S52. Frontier molecular orbitals for [fc(NPEt3)2PdMe]+: HOMO-13 (top left), HOMO-10 
(top middle left), HOMO-6 (top middle right), HOMO-5 (top right), HOMO-4 (middle left), 
HOMO-3 (middle second from left), HOMO-2 (middle second from right), HOMO-1 (middle 
right), HOMO (bottom left), LUMO (bottom middle), LUMO+1 (bottom right); isosurface 
value = 0.03. 
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Figure S53. NLMO 69 (top left), NLMO 147 (top right) and Bader bond critical points (bottom) 
for [fc(NPEt3)2PdMe]+. 
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I. Computational details for [fc(NPPh3)2NiPh]+ 
 
Table S2. Individual LMO bond orders greater than 0.002 in magnitude, 
 with the overlap between the hybrids in the NLMO given: 
 
 Atom I / Atom J / NLMO / Bond Order / Hybrid Overlap / 
    1       2      86    -0.0043908      -0.0799276 
    1       2      87     0.0076263       0.0879455 
    1       2      89     0.0391791       0.0730832 
    1       2      90     0.0052782       0.0186075 
    1       2      92    -0.0081758      -0.0109762 
    1       2      93     0.0144200       0.1173001 
    1       2      94     0.0118483       0.0722108 
    1       2      95     0.0289682       0.0555238 
    1       2      97    -0.0063198      -0.0145323 
    1       2     205    -0.0028392      -0.0561552 
 
 
Table S3. NATURAL LOCALIZED MOLECULAR ORBITAL (NLMO) ANALYSIS: 
 
 Maximum off-diagonal element of DM in NLMO basis: 0.00000000 
 
 Hybridization/Polarization Analysis of NLMOs in NAO Basis: 
 NLMO/Occupancy/Percent from Parent NBO/ Atomic Hybrid Contributions 
 ------------------------------------------------------------------------------- 
  89. (2.00000)  63.2035% LP ( 3)Fe  2 
                           1.959% Ni  1 s(  4.88%)p 0.20(  0.98%)d19.31( 94.15%) 
                          69.520% Fe  2 s(  0.02%)p 1.91(  0.04%)d99.99( 99.94%) 
                           0.081%  P  3 s( 33.05%)p 1.84( 60.76%)d 0.19(  6.20%) 
                           0.091%  P  4 s( 34.10%)p 1.76( 59.88%)d 0.18(  6.02%) 
                           0.358%  N  5 s(  3.79%)p24.97( 94.74%)d 0.39(  1.47%) 
                           0.110%  N  6 s(  6.11%)p14.24( 87.02%)d 1.12(  6.87%) 
                           1.320%  C  7 s(  3.95%)p24.21( 95.62%)d 0.11(  0.43%) 
                           4.810%  C  8 s(  3.33%)p28.97( 96.52%)d 0.04(  0.15%) 
                           0.712%  C  9 s(  2.74%)p34.78( 95.43%)d 0.66(  1.82%) 
                           0.154%  C 10 s( 13.53%)p 6.31( 85.33%)d 0.08(  1.14%) 
                           0.026%  C 11 s(  8.38%)p10.20( 85.46%)d 0.73(  6.16%) 
                           3.004%  C 12 s(  3.78%)p25.38( 95.84%)d 0.10(  0.39%) 
                           2.266%  C 13 s(  1.80%)p54.34( 98.00%)d 0.11(  0.19%) 
                           0.611%  C 14 s(  4.04%)p23.72( 95.92%)d 0.01(  0.04%) 
                           3.695%  C 15 s(  1.89%)p51.67( 97.61%)d 0.26(  0.50%) 
                           9.736%  C 16 s(  2.19%)p44.57( 97.68%)d 0.06(  0.13%) 
                           1.346%  C 17 s( 29.72%)p 2.36( 70.25%)d 0.00(  0.03%) 
                           0.019%  C 18 s( 14.41%)p 5.88( 84.82%)d 0.05(  0.77%) 
                           0.011%  C 19 s( 46.82%)p 1.11( 52.17%)d 0.02(  1.01%) 
                           0.013%  C 21 s( 46.89%)p 1.11( 52.15%)d 0.02(  0.96%) 
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                           0.023%  C 22 s( 19.86%)p 3.99( 79.20%)d 0.05(  0.94%) 
                           0.011%  C 35 s( 30.01%)p 2.32( 69.56%)d 0.01(  0.43%) 
                           0.020%  C 47 s( 35.83%)p 1.78( 63.77%)d 0.01(  0.40%) 
  95. (2.00000)  41.8427% LP ( 1) C 12 
                           1.448% Ni  1 s( 19.02%)p 0.08(  1.52%)d 4.18( 79.47%) 
                          15.252% Fe  2 s(  4.40%)p 0.19(  0.83%)d21.53( 94.77%) 
                           0.021%  P  3 s( 32.86%)p 1.80( 59.21%)d 0.24(  7.93%) 
                           0.341%  P  4 s( 38.89%)p 1.51( 58.78%)d 0.06(  2.33%) 
                           0.122%  N  5 s(  3.29%)p29.07( 95.66%)d 0.32(  1.05%) 
                           0.488%  N  6 s(  1.01%)p96.07( 96.86%)d 2.12(  2.13%) 
                           0.323%  C  7 s( 14.54%)p 5.80( 84.38%)d 0.07(  1.08%) 
                           0.717%  C  8 s(  4.55%)p20.89( 95.02%)d 0.09(  0.43%) 
                           3.459%  C  9 s(  4.53%)p21.03( 95.36%)d 0.02(  0.10%) 
                           2.064%  C 10 s(  4.40%)p21.67( 95.42%)d 0.04(  0.17%) 
                           0.093%  C 11 s( 12.74%)p 6.52( 83.08%)d 0.33(  4.18%) 
                          42.059%  C 12 s(  2.09%)p46.73( 97.82%)d 0.04(  0.09%) 
                           5.017%  C 13 s(  3.60%)p26.67( 95.89%)d 0.14(  0.51%) 
                           3.253%  C 14 s(  0.99%)p99.63( 98.91%)d 0.10(  0.10%) 
                           0.169%  C 15 s(  5.57%)p15.03( 83.73%)d 1.92( 10.70%) 
                          23.943%  C 16 s(  2.35%)p41.44( 97.48%)d 0.07(  0.17%) 
                           0.988%  C 17 s( 28.98%)p 2.45( 70.98%)d 0.00(  0.04%) 
                           0.017%  C 22 s( 28.53%)p 2.48( 70.85%)d 0.02(  0.62%) 
                           0.044%  C 41 s( 11.19%)p 7.86( 87.92%)d 0.08(  0.89%) 
                           0.016%  C 42 s( 18.25%)p 4.42( 80.62%)d 0.06(  1.13%) 
                           0.029%  C 47 s( 36.64%)p 1.71( 62.83%)d 0.01(  0.53%) 
                           0.016%  H 62 s( 97.11%)p 0.03(  2.89%) 
 
Table S4. List of selected MOs, ordered by energy, with the most significant SFO gross 
populations 
  
 Each percentage contribution in the table below corresponds to the indicated SFO. 
 In general, a SFO may be a linear combination of several Fragment Orbitals on the same, 
 or on symmetry-related Fragments. Only the first 'member' of such a combination is 
 specified here. A full definition of all SFOs is given in an earlier part of the output. 
 The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts 
 from one for each symmetry representation, as in the SFO definition list earlier. 
 
       E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment 
 ------------------------------------------------------------------------------------- 
      -7.426  2.00   219 A         20.25%     1 P:z            -5.342  0.67    21 C 
                                   20.01%     1 P:z            -5.342  0.67    18 C 
                                   17.86%     1 P:z            -5.342  0.67    22 C 
                                   17.83%     1 P:z            -5.342  0.67    19 C 
                                    3.26%     1 P:x            -5.342  0.67    18 C 
                                    3.01%     1 P:x            -5.342  0.67    21 C 
                                    2.86%     1 P:x            -5.342  0.67    19 C 
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                                    2.54%     1 P:x            -5.342  0.67    22 C 
                                    1.11%     1 P:z            -5.342  0.67    49 C 
      -7.098  2.00   220 A         40.62%     1 D:z2           -7.873  1.20     2 Fe 
                                   17.40%     1 D:xz           -7.873  1.20     2 Fe 
                                   10.10%     1 D:xy           -7.873  1.20     2 Fe 
                                    4.51%     4 S              -5.284  2.00     2 Fe 
                                    3.15%     1 D:x2-y2        -4.421  1.80     1 Ni 
                                    2.89%     1 P:y            -5.342  0.67    17 C 
                                    2.81%     1 D:yz           -7.873  1.20     2 Fe 
                                    1.66%     3 P:x             0.703  0.00     1 Ni 
                                    1.06%     1 P:z            -5.342  0.67     7 C 
                                    1.05%     1 P:x            -5.342  0.67    17 C 
      -6.881  2.00   221 A         47.17%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                   10.84%     1 D:x2-y2        -4.421  1.80     1 Ni 
                                   10.70%     1 D:xz           -7.873  1.20     2 Fe 
                                    7.58%     1 D:xy           -7.873  1.20     2 Fe 
                                    2.11%     1 P:z            -5.342  0.67     9 C 
                                    2.01%     1 P:z            -5.342  0.67    14 C 
                                    1.82%     1 D:xz           -4.421  1.80     1 Ni 
                                    1.73%     1 P:z            -5.342  0.67    15 C 
                                    1.62%     1 P:z            -5.342  0.67     8 C 
                                    1.30%     1 D:z2           -7.873  1.20     2 Fe 
                                    1.28%     1 P:z            -5.342  0.67    10 C 
                                    1.12%     1 P:z            -5.342  0.67    13 C 
                                    1.10%     1 D:yz           -7.873  1.20     2 Fe 
      -6.772  2.00   222 A         44.68%     1 D:xy           -7.873  1.20     2 Fe 
                                   16.45%     1 D:z2           -7.873  1.20     2 Fe 
                                   15.08%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    3.01%     1 D:yz           -7.873  1.20     2 Fe 
                                    2.77%     1 P:z            -5.342  0.67    16 C 
                                    1.64%     4 S              -5.284  2.00     2 Fe 
                                    1.59%     1 P:z            -5.342  0.67    11 C 
                                    1.43%     1 P:z            -5.342  0.67     7 C 
                                    1.16%     1 P:z            -5.342  0.67    12 C 
                                    1.11%     1 P:x            -5.342  0.67    11 C 
                                    1.06%     1 P:z            -5.342  0.67     8 C 
      -6.591  2.00   223 A         26.20%     1 D:xz           -4.421  1.80     1 Ni 
                                   15.80%     1 D:yz           -4.421  1.80     1 Ni 
                                   12.89%     1 D:z2           -4.421  1.80     1 Ni 
                                    9.47%     1 P:z            -5.342  0.67    20 C 
                                    6.41%     1 P:z            -5.342  0.67    17 C 
                                    5.50%     1 P:z            -5.342  0.67    22 C 
                                    5.08%     1 P:z            -5.342  0.67    18 C 
                                    2.32%     1 D:xy           -4.421  1.80     1 Ni 
                                    1.47%     1 P:x            -5.342  0.67    20 C 
                                    1.28%     1 P:z            -5.342  0.67    19 C 
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                                    1.10%     1 D:x2-y2        -4.421  1.80     1 Ni 
                                    1.01%     1 P:x            -5.342  0.67    22 C 
      -6.228  2.00   224 A         67.71%     1 D:x2-y2        -4.421  1.80     1 Ni 
                                    7.64%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    5.68%     1 D:xy           -4.421  1.80     1 Ni 
                                    4.43%     1 D:xz           -4.421  1.80     1 Ni 
                                    3.21%     1 D:xy           -7.873  1.20     2 Fe 
                                    2.03%     1 D:z2           -4.421  1.80     1 Ni 
      -6.011  2.00   225 A         51.20%     1 D:xy           -4.421  1.80     1 Ni 
                                   19.18%     1 D:z2           -4.421  1.80     1 Ni 
                                   14.21%     4 S              -4.222  1.00     1 Ni 
                                    5.14%     1 D:xz           -4.421  1.80     1 Ni 
                                    2.92%     1 D:x2-y2        -4.421  1.80     1 Ni 
                                    2.02%     1 D:yz           -4.421  1.80     1 Ni 
      -5.927  2.00   226 A         45.75%     1 D:yz           -4.421  1.80     1 Ni 
                                   23.91%     1 D:xz           -4.421  1.80     1 Ni 
                                    5.64%     1 D:x2-y2        -4.421  1.80     1 Ni 
                                    3.24%     1 P:y            -7.163  1.00     5 N 
                                    2.99%     1 P:y            -7.163  1.00     6 N 
                                    2.45%     1 D:z2           -4.421  1.80     1 Ni 
                                    2.01%     1 P:x            -7.163  1.00     5 N 
                                    1.86%     1 D:xy           -4.421  1.80     1 Ni 
                                    1.13%     1 P:z            -7.163  1.00     6 N 
      -4.379  0.00   227 A          7.43%     2 P:z            -5.574  1.00     3 P 
                                    7.35%     1 D:z2           -4.421  1.80     1 Ni 
                                    6.31%     1 P:z            -5.342  0.67    26 C 
                                    5.34%     1 P:z            -5.342  0.67    23 C 
                                    4.58%     1 P:z            -5.342  0.67    28 C 
                                    4.05%     1 P:z            -5.342  0.67    32 C 
                                    3.51%     1 P:z            -5.342  0.67    30 C 
                                    3.21%     1 P:z            -5.342  0.67    29 C 
                                    3.00%     1 P:y            -5.342  0.67    17 C 
                                    2.92%     1 D:xy           -4.421  1.80     1 Ni 
                                    2.47%     1 P:z            -5.342  0.67    25 C 
                                    2.35%     1 P:y            -5.342  0.67    23 C 
                                    2.26%     1 D:z2           10.305  0.00     3 P 
                                    2.03%     2 S             -18.610  2.00     5 N 
                                    1.87%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.83%     1 P:y            -5.342  0.67    26 C 
                                    1.77%     1 P:x            -5.342  0.67    44 C 
                                    1.76%     1 P:y            -5.342  0.67    28 C 
                                    1.69%     1 P:z            -5.342  0.67    34 C 
                                    1.67%     1 D:xz           -4.421  1.80     1 Ni 
                                    1.59%     2 P:x            -5.574  1.00     4 P 
                                    1.52%     1 P:y            -5.342  0.67    32 C 
                                    1.51%     1 P:z            -5.342  0.67    24 C 
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                                    1.39%     1 P:x            -7.163  1.00     5 N 
                                    1.26%     1 P:x            -5.342  0.67    42 C 
                                    1.23%     1 P:x            -5.342  0.67    41 C 
                                    1.22%     1 P:x            -5.342  0.67    17 C 
                                    1.15%     2 S             -13.792  2.00    17 C 
                                    1.09%     1 D:yz           -4.421  1.80     1 Ni 
                                    1.08%     1 P:x            -5.342  0.67    46 C 
                                    1.07%     1 P:y            -5.342  0.67    30 C 
                                    1.02%     1 P:y            -5.342  0.67    34 C 
      -4.270  0.00   228 A          7.21%     1 P:z            -5.342  0.67    26 C 
                                    5.89%     1 P:z            -5.342  0.67    23 C 
                                    5.72%     1 D:z2           -4.421  1.80     1 Ni 
                                    4.96%     1 P:z            -5.342  0.67    28 C 
                                    3.59%     1 P:x            -5.342  0.67    44 C 
                                    3.19%     1 D:xz           -4.421  1.80     1 Ni 
                                    2.91%     2 P:x            -5.574  1.00     4 P 
                                    2.67%     1 P:z            -5.342  0.67    25 C 
                                    2.57%     1 P:y            -5.342  0.67    17 C 
                                    2.52%     1 P:x            -5.342  0.67    42 C 
                                    2.50%     1 P:x            -5.342  0.67    41 C 
                                    2.16%     1 P:y            -5.342  0.67    26 C 
                                    2.13%     1 D:xy           -4.421  1.80     1 Ni 
                                    2.08%     1 P:y            -5.342  0.67    23 C 
                                    2.06%     1 P:z            -5.342  0.67    24 C 
                                    2.00%     1 P:x            -5.342  0.67    46 C 
                                    1.53%     2 P:z            -5.574  1.00     3 P 
                                    1.53%     1 P:y            -5.342  0.67    28 C 
                                    1.52%     1 P:x            -5.342  0.67    23 C 
                                    1.43%     1 P:x            -5.342  0.67    36 C 
                                    1.41%     2 S             -13.792  2.00    17 C 
                                    1.39%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.34%     1 P:x            -5.342  0.67    38 C 
                                    1.27%     1 D:xz           10.305  0.00     3 P 
                                    1.15%     2 P:x            -5.574  1.00     3 P 
                                    1.12%     1 P:z            -7.163  1.00     5 N 
                                    1.04%     1 P:x            -5.342  0.67    26 C 
                                    1.01%     2 S             -18.610  2.00     6 N 
                                    1.00%     1 D:xy           10.305  0.00     3 P 
                                    1.00%     1 P:x            -5.342  0.67    17 C 
 
II. Computational details for [fc(NPPh3)2PdMe]+ 
 
Table S5. Individual LMO bond orders greater than 0.002 in magnitude, 
 with the overlap between the hybrids in the NLMO given: 
 
    1       2      90    -0.0045137      -0.1009748 
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    1       2      91     0.0078257       0.0711687 
    1       2      93     0.0321574       0.0913984 
    1       2      95    -0.0136456      -0.0179782 
    1       2      97    -0.0080531      -0.0267544 
    1       2     219     0.0620258       0.3038104 
 
Table S6. NATURAL LOCALIZED MOLECULAR ORBITAL (NLMO) ANALYSIS: 
 
 Maximum off-diagonal element of DM in NLMO basis: 0.00000000 
 
 Hybridization/Polarization Analysis of NLMOs in NAO Basis: 
 NLMO/Occupancy/Percent from Parent NBO/ Atomic Hybrid Contributions 
 ------------------------------------------------------------------------------- 
  93. (2.00000)  84.0740% LP ( 3)Fe  2 
                           1.608% Pd  1 s(  3.14%)p 0.30(  0.94%)d30.53( 95.91%) 
                          84.598% Fe  2 s(  0.24%)p 0.05(  0.01%)d99.99( 99.75%) 
                           0.053%  P  3 s( 27.17%)p 2.43( 65.91%)d 0.25(  6.92%) 
                           0.086%  P  4 s( 30.71%)p 2.07( 63.45%)d 0.19(  5.83%) 
                           0.398%  N  5 s(  0.90%)p99.99( 98.08%)d 1.14(  1.02%) 
                           0.451%  N  6 s(  3.26%)p29.35( 95.65%)d 0.34(  1.09%) 
                           0.683%  C  7 s( 12.14%)p 7.18( 87.16%)d 0.06(  0.69%) 
                           1.733%  C  8 s(  2.07%)p47.26( 97.86%)d 0.03(  0.06%) 
                           1.773%  C  9 s(  2.14%)p45.45( 97.14%)d 0.34(  0.72%) 
                           0.933%  C 10 s(  1.95%)p49.57( 96.52%)d 0.79(  1.54%) 
                           1.241%  C 11 s(  2.20%)p44.44( 97.60%)d 0.09(  0.20%) 
                           1.701%  C 12 s(  5.57%)p16.91( 94.21%)d 0.04(  0.21%) 
                           1.112%  C 13 s(  2.34%)p41.70( 97.43%)d 0.10(  0.24%) 
                           0.555%  C 14 s(  2.87%)p33.23( 95.26%)d 0.65(  1.88%) 
                           0.411%  C 15 s(  3.03%)p31.10( 94.39%)d 0.85(  2.58%) 
                           0.988%  C 16 s(  2.48%)p39.23( 97.22%)d 0.12(  0.30%) 
                           1.576%  C 17 s( 18.31%)p 4.46( 81.68%)d 0.00(  0.01%) 
 219. (2.00000)  50.0992% 3Cn( 1)Fe  2- C  7- C 12 
                           3.210% Pd  1 s( 16.04%)p 0.07(  1.07%)d 5.17( 82.89%) 
                           3.101% Fe  2 s( 46.29%)p 0.13(  5.92%)d 1.03( 47.79%) 
                           0.281%  P  3 s( 36.06%)p 1.68( 60.53%)d 0.09(  3.41%) 
                           0.254%  P  4 s( 40.35%)p 1.41( 56.72%)d 0.07(  2.93%) 
                           0.821%  N  5 s(  2.84%)p33.72( 95.82%)d 0.47(  1.34%) 
                           0.680%  N  6 s(  5.50%)p16.95( 93.32%)d 0.21(  1.17%) 
                          33.302%  C  7 s(  1.81%)p54.21( 98.15%)d 0.02(  0.04%) 
                           5.852%  C  8 s(  2.42%)p40.15( 97.31%)d 0.11(  0.27%) 
                           5.741%  C  9 s(  0.55%)p99.99( 99.32%)d 0.24(  0.13%) 
                           5.441%  C 10 s(  0.45%)p99.99( 99.41%)d 0.31(  0.14%) 
                           6.031%  C 11 s(  2.15%)p45.43( 97.59%)d 0.12(  0.26%) 
                          18.808%  C 12 s(  1.91%)p51.22( 98.05%)d 0.02(  0.04%) 
                           3.461%  C 13 s(  2.63%)p36.89( 97.15%)d 0.08(  0.22%) 
                           3.393%  C 14 s(  0.81%)p99.99( 99.06%)d 0.16(  0.13%) 
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                           3.705%  C 15 s(  1.00%)p99.07( 98.89%)d 0.12(  0.12%) 
                           2.679%  C 16 s(  2.35%)p41.40( 97.39%)d 0.11(  0.26%) 
                           2.975%  C 17 s( 17.84%)p 4.60( 82.14%)d 0.00(  0.02%) 
                           0.011%  C 18 s( 48.37%)p 1.05( 50.83%)d 0.02(  0.80%) 
                           0.019%  C 24 s(  9.40%)p 9.53( 89.61%)d 0.11(  0.99%) 
                           0.021%  C 29 s( 16.29%)p 5.06( 82.38%)d 0.08(  1.33%) 
                           0.029%  C 30 s( 35.45%)p 1.81( 64.00%)d 0.02(  0.55%) 
                           0.015%  C 42 s( 12.25%)p 7.04( 86.30%)d 0.12(  1.44%) 
                           0.019%  C 48 s( 33.76%)p 1.95( 65.71%)d 0.02(  0.53%) 
                           0.013%  H 74 s( 99.52%)p 0.00(  0.48%) 
 
Table S7. List of selected MOs, ordered by energy, with the most significant SFO gross 
populations 
  
 Each percentage contribution in the table below corresponds to the indicated SFO. 
 In general, a SFO may be a linear combination of several Fragment Orbitals on the same, 
 or on symmetry-related Fragments. Only the first 'member' of such a combination is 
 specified here. A full definition of all SFOs is given in an earlier part of the output. 
 The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts 
 from one for each symmetry representation, as in the SFO definition list earlier. 
 
       E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment 
 ------------------------------------------------------------------------------------- 
      -9.670  2.00   194 A         29.00%     2 D:yz           -4.188  2.00     1 Pd 
                                    9.28%     1 P:z            -5.342  0.67    17 C 
                                    8.04%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    7.36%     1 P:y            -5.342  0.67    17 C 
                                    2.95%     1 P:z            -5.342  0.67     7 C 
                                    2.49%     2 D:xz           -4.188  2.00     1 Pd 
                                    2.25%     5 S              -2.897  0.00     1 Pd 
                                    1.97%     2 D:z2           -4.188  2.00     1 Pd 
                                    1.85%     1 P:z            -5.342  0.67    10 C 
                                    1.73%     3 P:z            -0.751  0.00     2 Fe 
                                    1.66%     1 S              -6.551  1.00    64 H 
                                    1.54%     1 P:z            -5.342  0.67     9 C 
                                    1.50%     3 P:y            -0.751  0.00     2 Fe 
                                    1.45%     1 P:y            -5.342  0.67     9 C 
                                    1.37%     1 P:z            -5.342  0.67    15 C 
                                    1.36%     1 P:y            -5.342  0.67    12 C 
                                    1.32%     1 P:z            -5.342  0.67    14 C 
                                    1.30%     1 S              -6.551  1.00    62 H 
      -9.354  2.00   195 A         14.05%     1 P:x            -7.163  1.00     5 N 
                                   10.11%     1 P:y            -5.342  0.67    21 C 
                                    7.40%     1 P:x            -5.342  0.67    18 C 
                                    6.87%     1 P:y            -5.342  0.67    18 C 
                                    4.97%     2 D:yz           -4.188  2.00     1 Pd 
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                                    4.34%     1 P:y            -5.342  0.67    22 C 
                                    4.28%     1 P:y            -5.342  0.67    20 C 
                                    2.75%     2 D:xy           -4.188  2.00     1 Pd 
                                    2.39%     2 D:z2           -4.188  2.00     1 Pd 
                                    2.28%     1 P:x            -7.163  1.00     6 N 
                                    2.01%     1 D:xy           10.305  0.00     3 P 
                                    1.94%     1 P:x            -5.342  0.67    21 C 
                                    1.68%     2 S             -18.610  2.00     5 N 
                                    1.66%     1 P:z            -5.342  0.67     8 C 
                                    1.55%     2 P:y            -5.574  1.00     3 P 
                                    1.47%     1 P:y            -5.342  0.67    23 C 
                                    1.30%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.20%     1 P:y            -5.342  0.67     9 C 
                                    1.18%     1 P:y            -5.342  0.67    19 C 
                                    1.13%     1 D:z2           -7.873  1.20     2 Fe 
                                    1.07%     1 P:z            -7.163  1.00     5 N 
                                    1.02%     1 P:z            -5.342  0.67    14 C 
      -9.113  2.00   196 A         11.17%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    7.73%     1 D:xz           -7.873  1.20     2 Fe 
                                    7.61%     1 P:z            -5.342  0.67    11 C 
                                    6.95%     1 P:z            -5.342  0.67     8 C 
                                    5.56%     1 D:yz           -7.873  1.20     2 Fe 
                                    4.80%     1 P:y            -5.342  0.67    13 C 
                                    3.92%     1 P:y            -5.342  0.67    16 C 
                                    2.83%     1 P:x            -5.342  0.67    16 C 
                                    2.71%     1 P:z            -5.342  0.67    14 C 
                                    2.63%     1 P:z            -5.342  0.67    15 C 
                                    2.36%     1 P:y            -5.342  0.67    18 C 
                                    2.32%     1 P:y            -5.342  0.67    21 C 
                                    2.12%     1 P:y            -5.342  0.67     9 C 
                                    1.86%     1 P:x            -5.342  0.67     8 C 
                                    1.70%     1 P:x            -5.342  0.67    13 C 
                                    1.57%     1 P:x            -5.342  0.67    10 C 
                                    1.56%     1 P:y            -5.342  0.67    10 C 
                                    1.50%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.50%     1 D:z2           -7.873  1.20     2 Fe 
                                    1.25%     1 P:z            -5.342  0.67    16 C 
                                    1.25%     1 P:z            -5.342  0.67    13 C 
                                    1.21%     1 P:y            -5.342  0.67    11 C 
                                    1.02%     1 P:z            -5.342  0.67     9 C 
      -8.996  2.00   197 A          9.68%     1 P:x            -7.163  1.00     6 N 
                                    6.56%     1 P:y            -5.342  0.67    18 C 
                                    6.15%     1 P:y            -5.342  0.67    21 C 
                                    3.94%     1 P:y            -5.342  0.67    22 C 
                                    3.82%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    3.47%     2 D:xz           -4.188  2.00     1 Pd 
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                                    3.39%     1 P:y            -5.342  0.67    19 C 
                                    2.88%     1 P:x            -5.342  0.67    36 C 
                                    2.02%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    1.98%     2 D:z2           -4.188  2.00     1 Pd 
                                    1.80%     1 P:y            -5.342  0.67    39 C 
                                    1.71%     1 P:y            -5.342  0.67    48 C 
                                    1.70%     1 P:z            -5.342  0.67    39 C 
                                    1.66%     2 D:yz           -4.188  2.00     1 Pd 
                                    1.61%     1 P:z            -5.342  0.67    13 C 
                                    1.57%     1 P:z            -5.342  0.67    36 C 
                                    1.49%     2 D:xy           -4.188  2.00     1 Pd 
                                    1.40%     1 P:x            -5.342  0.67     8 C 
                                    1.29%     1 P:x            -7.163  1.00     5 N 
                                    1.29%     1 P:y            -5.342  0.67    51 C 
                                    1.25%     1 P:y            -5.342  0.67    40 C 
                                    1.09%     1 P:y            -7.163  1.00     6 N 
                                    1.03%     1 P:x            -5.342  0.67    39 C 
                                    1.02%     1 P:x            -5.342  0.67    12 C 
      -8.963  2.00   198 A         18.77%     1 P:y            -5.342  0.67    23 C 
                                   17.87%     1 P:y            -5.342  0.67    20 C 
                                   17.24%     1 P:y            -5.342  0.67    19 C 
                                   15.52%     1 P:y            -5.342  0.67    22 C 
                                    2.82%     1 P:x            -5.342  0.67    23 C 
                                    2.72%     1 P:x            -5.342  0.67    20 C 
                                    2.32%     1 P:x            -5.342  0.67    22 C 
                                    2.22%     1 P:x            -5.342  0.67    19 C 
                                    1.33%     1 P:z            -5.342  0.67    19 C 
                                    1.24%     1 P:z            -5.342  0.67    20 C 
                                    1.22%     1 P:z            -5.342  0.67    23 C 
                                    1.10%     1 P:z            -5.342  0.67    22 C 
      -8.940  2.00   199 A          5.27%     1 P:y            -5.342  0.67    39 C 
                                    5.01%     1 P:y            -5.342  0.67    36 C 
                                    3.91%     1 P:z            -5.342  0.67    42 C 
                                    3.85%     1 P:z            -5.342  0.67    36 C 
                                    3.80%     1 P:y            -5.342  0.67    48 C 
                                    3.54%     1 P:z            -5.342  0.67    39 C 
                                    3.51%     1 P:z            -5.342  0.67    45 C 
                                    3.44%     1 P:y            -5.342  0.67    51 C 
                                    3.01%     1 P:y            -5.342  0.67    18 C 
                                    2.93%     1 P:x            -5.342  0.67    39 C 
                                    2.73%     1 P:x            -5.342  0.67    36 C 
                                    2.63%     1 P:y            -5.342  0.67    21 C 
                                    2.38%     1 P:y            -5.342  0.67    50 C 
                                    2.11%     2 D:z2           -4.188  2.00     1 Pd 
                                    1.62%     1 P:x            -5.342  0.67    42 C 
                                    1.59%     2 D:xy           -4.188  2.00     1 Pd 
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                                    1.48%     1 P:z            -5.342  0.67    44 C 
                                    1.46%     1 P:y            -5.342  0.67    38 C 
                                    1.25%     1 P:x            -5.342  0.67    40 C 
                                    1.25%     1 P:y            -5.342  0.67    53 C 
                                    1.25%     1 P:z            -5.342  0.67    38 C 
                                    1.17%     1 P:z            -5.342  0.67    40 C 
                                    1.15%     1 P:x            -5.342  0.67    45 C 
                                    1.15%     1 D:z2           -7.873  1.20     2 Fe 
                                    1.08%     1 P:x            -7.163  1.00     5 N 
                                    1.07%     1 P:z            -5.342  0.67    46 C 
                                    1.06%     1 P:z            -5.342  0.67    50 C 
                                    1.06%     1 P:y            -5.342  0.67    45 C 
                                    1.05%     1 P:y            -5.342  0.67    40 C 
                                    1.04%     1 P:z            -7.163  1.00     5 N 
      -8.847  2.00   200 A          9.64%     1 P:x            -5.342  0.67    24 C 
                                    8.63%     1 P:x            -5.342  0.67    30 C 
                                    8.21%     1 P:z            -5.342  0.67    33 C 
                                    6.65%     1 P:x            -5.342  0.67    27 C 
                                    4.94%     1 P:x            -5.342  0.67    33 C 
                                    4.34%     1 P:z            -5.342  0.67    30 C 
                                    3.44%     1 P:z            -5.342  0.67    34 C 
                                    3.20%     1 P:z            -5.342  0.67    27 C 
                                    3.10%     1 P:y            -5.342  0.67    24 C 
                                    2.94%     1 P:z            -5.342  0.67    32 C 
                                    2.83%     1 P:y            -5.342  0.67    27 C 
                                    1.97%     1 P:z            -5.342  0.67    28 C 
                                    1.93%     1 P:x            -5.342  0.67    18 C 
                                    1.91%     1 P:x            -5.342  0.67    28 C 
                                    1.76%     1 D:z2           10.305  0.00     3 P 
                                    1.73%     1 P:x            -5.342  0.67    26 C 
                                    1.52%     1 P:x            -7.163  1.00     6 N 
                                    1.52%     1 P:y            -5.342  0.67    30 C 
                                    1.42%     1 P:z            -5.342  0.67    26 C 
                                    1.37%     1 P:y            -5.342  0.67    23 C 
                                    1.37%     1 P:x            -5.342  0.67    32 C 
                                    1.24%     1 P:x            -5.342  0.67    34 C 
                                    1.23%     1 P:z            -5.342  0.67    35 C 
                                    1.20%     1 P:z            -5.342  0.67    31 C 
                                    1.19%     1 P:y            -5.342  0.67    20 C 
                                    1.10%     2 D:x2-y2        -4.188  2.00     1 Pd 
      -8.779  2.00   201 A         10.28%     1 P:y            -5.342  0.67    38 C 
                                    9.51%     1 P:y            -5.342  0.67    41 C 
                                    8.55%     1 P:z            -5.342  0.67    41 C 
                                    7.03%     1 P:z            -5.342  0.67    38 C 
                                    6.85%     1 P:y            -5.342  0.67    37 C 
                                    6.56%     1 P:x            -5.342  0.67    41 C 
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                                    6.08%     1 P:y            -5.342  0.67    40 C 
                                    6.02%     1 P:x            -5.342  0.67    38 C 
                                    5.42%     1 P:z            -5.342  0.67    37 C 
                                    4.55%     1 P:z            -5.342  0.67    40 C 
                                    4.10%     1 P:x            -5.342  0.67    37 C 
                                    3.61%     1 P:x            -5.342  0.67    40 C 
                                    1.74%     1 P:z            -5.342  0.67    43 C 
                                    1.07%     1 P:z            -5.342  0.67    46 C 
                                    1.01%     1 P:z            -5.342  0.67    47 C 
      -8.741  2.00   202 A          5.61%     1 P:y            -5.342  0.67    36 C 
                                    5.22%     1 P:z            -5.342  0.67    45 C 
                                    4.78%     1 P:y            -5.342  0.67    39 C 
                                    4.78%     1 P:y            -5.342  0.67    51 C 
                                    4.67%     1 P:z            -5.342  0.67    42 C 
                                    4.19%     1 P:y            -5.342  0.67    40 C 
                                    4.16%     1 P:z            -5.342  0.67    48 C 
                                    3.87%     1 P:y            -5.342  0.67    48 C 
                                    3.55%     1 P:z            -5.342  0.67    39 C 
                                    3.37%     1 P:x            -5.342  0.67    39 C 
                                    3.35%     1 P:y            -5.342  0.67    50 C 
                                    3.23%     1 P:z            -5.342  0.67    36 C 
                                    3.21%     1 P:y            -5.342  0.67    37 C 
                                    3.05%     1 P:z            -5.342  0.67    44 C 
                                    2.77%     1 P:x            -5.342  0.67    36 C 
                                    2.73%     1 P:z            -5.342  0.67    40 C 
                                    2.48%     1 P:z            -5.342  0.67    37 C 
                                    2.18%     1 P:y            -5.342  0.67    53 C 
                                    2.06%     1 P:z            -5.342  0.67    47 C 
                                    1.89%     1 P:x            -5.342  0.67    37 C 
                                    1.81%     1 P:y            -5.342  0.67    42 C 
                                    1.69%     1 P:x            -5.342  0.67    40 C 
                                    1.62%     1 P:z            -5.342  0.67    51 C 
                                    1.40%     1 P:x            -5.342  0.67    45 C 
                                    1.32%     1 P:x            -5.342  0.67    42 C 
                                    1.27%     1 P:y            -5.342  0.67    45 C 
      -8.654  2.00   203 A          7.05%     1 P:z            -5.342  0.67     8 C 
                                    6.07%     1 P:z            -5.342  0.67    11 C 
                                    5.80%     1 P:z            -5.342  0.67    13 C 
                                    5.18%     1 P:y            -5.342  0.67    13 C 
                                    4.39%     1 P:y            -5.342  0.67    16 C 
                                    4.12%     1 P:z            -5.342  0.67    16 C 
                                    3.92%     1 P:z            -5.342  0.67    10 C 
                                    3.91%     3 P:x            -0.751  0.00     2 Fe 
                                    3.32%     1 P:z            -5.342  0.67    15 C 
                                    3.21%     1 P:x            -5.342  0.67    13 C 
                                    3.13%     1 P:y            -5.342  0.67    15 C 
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                                    2.75%     1 P:y            -5.342  0.67     8 C 
                                    2.63%     1 P:x            -5.342  0.67    16 C 
                                    2.14%     3 P:y            -0.751  0.00     2 Fe 
                                    2.11%     1 P:y            -5.342  0.67    11 C 
                                    2.10%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    2.04%     1 P:x            -5.342  0.67     8 C 
                                    1.89%     1 P:x            -5.342  0.67    11 C 
                                    1.81%     1 P:z            -5.342  0.67     9 C 
                                    1.74%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.55%     1 P:x            -5.342  0.67    10 C 
                                    1.50%     1 P:x            -5.342  0.67    15 C 
                                    1.37%     1 P:z            -5.342  0.67    14 C 
                                    1.30%     1 P:y            -5.342  0.67    49 C 
                                    1.20%     1 P:y            -5.342  0.67    10 C 
                                    1.16%     1 P:y            -5.342  0.67    52 C 
                                    1.02%     1 P:x            -5.342  0.67    14 C 
      -8.597  2.00   204 A         17.52%     1 P:y            -5.342  0.67    49 C 
                                   17.20%     1 P:y            -5.342  0.67    52 C 
                                    5.58%     1 P:z            -5.342  0.67    52 C 
                                    5.26%     1 P:y            -5.342  0.67    53 C 
                                    5.03%     1 P:z            -5.342  0.67    49 C 
                                    4.45%     1 P:y            -5.342  0.67    51 C 
                                    4.24%     1 P:y            -5.342  0.67    48 C 
                                    3.76%     1 P:y            -5.342  0.67    50 C 
                                    1.78%     1 P:z            -5.342  0.67    53 C 
                                    1.61%     1 P:z            -5.342  0.67    48 C 
                                    1.59%     1 P:z            -5.342  0.67    51 C 
                                    1.44%     1 P:x            -7.163  1.00     5 N 
                                    1.20%     1 P:z            -5.342  0.67    50 C 
                                    1.16%     1 P:y            -5.342  0.67    42 C 
      -8.565  2.00   205 A          9.12%     1 P:z            -5.342  0.67    35 C 
                                    8.90%     1 P:z            -5.342  0.67    31 C 
                                    8.48%     1 P:z            -5.342  0.67    34 C 
                                    8.02%     1 P:z            -5.342  0.67    32 C 
                                    5.95%     1 P:x            -5.342  0.67    31 C 
                                    5.27%     1 P:x            -5.342  0.67    34 C 
                                    5.21%     1 P:x            -5.342  0.67    35 C 
                                    4.41%     1 P:x            -5.342  0.67    32 C 
                                    4.31%     1 P:x            -5.342  0.67    29 C 
                                    3.74%     1 P:x            -5.342  0.67    26 C 
                                    3.20%     1 P:x            -5.342  0.67    25 C 
                                    2.35%     1 P:x            -5.342  0.67    28 C 
                                    2.25%     1 P:z            -5.342  0.67    26 C 
                                    2.23%     1 P:z            -5.342  0.67    29 C 
                                    1.95%     1 P:y            -5.342  0.67    29 C 
                                    1.67%     1 P:y            -5.342  0.67    26 C 
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                                    1.35%     1 P:z            -5.342  0.67    25 C 
                                    1.31%     1 P:y            -5.342  0.67    52 C 
                                    1.25%     1 P:y            -5.342  0.67    25 C 
                                    1.24%     1 P:y            -5.342  0.67    49 C 
                                    1.19%     1 P:z            -5.342  0.67    28 C 
                                    1.05%     1 P:y            -5.342  0.67    28 C 
      -8.518  2.00   206 A          9.28%     1 P:y            -5.342  0.67    50 C 
                                    8.40%     1 P:y            -5.342  0.67    53 C 
                                    7.01%     1 P:z            -5.342  0.67    45 C 
                                    6.29%     1 P:z            -5.342  0.67    42 C 
                                    5.27%     1 P:y            -5.342  0.67    48 C 
                                    5.10%     1 P:y            -5.342  0.67    51 C 
                                    4.93%     1 P:y            -5.342  0.67    42 C 
                                    4.23%     1 P:z            -5.342  0.67    46 C 
                                    3.24%     1 P:z            -5.342  0.67    50 C 
                                    3.15%     1 P:z            -5.342  0.67    43 C 
                                    3.03%     1 P:z            -5.342  0.67    53 C 
                                    2.34%     1 P:x            -5.342  0.67    45 C 
                                    1.89%     1 P:y            -5.342  0.67    45 C 
                                    1.63%     1 P:z            -5.342  0.67    51 C 
                                    1.56%     1 P:x            -5.342  0.67    43 C 
                                    1.55%     1 P:x            -5.342  0.67    46 C 
                                    1.54%     1 P:x            -5.342  0.67    42 C 
                                    1.37%     1 P:z            -5.342  0.67    48 C 
      -8.501  2.00   207 A         12.82%     1 P:x            -7.163  1.00     6 N 
                                   12.17%     1 P:x            -7.163  1.00     5 N 
                                    3.21%     1 P:y            -7.163  1.00     6 N 
                                    2.64%     1 P:y            -5.342  0.67    18 C 
                                    1.95%     1 P:z            -5.342  0.67    47 C 
                                    1.94%     1 P:y            -5.342  0.67    21 C 
                                    1.85%     1 P:z            -7.163  1.00     6 N 
                                    1.71%     1 P:z            -7.163  1.00     5 N 
                                    1.66%     1 P:z            -5.342  0.67     7 C 
                                    1.64%     1 P:z            -5.342  0.67    44 C 
                                    1.48%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    1.43%     1 P:z            -5.342  0.67    43 C 
                                    1.26%     1 P:z            -5.342  0.67    46 C 
                                    1.25%     1 P:y            -5.342  0.67    16 C 
                                    1.24%     1 P:z            -5.342  0.67    34 C 
                                    1.24%     1 P:y            -5.342  0.67    36 C 
                                    1.18%     1 P:y            -7.163  1.00     5 N 
                                    1.08%     1 P:y            -5.342  0.67    17 C 
                                    1.07%     1 P:y            -5.342  0.67    51 C 
                                    1.06%     1 P:z            -5.342  0.67    10 C 
      -8.444  2.00   208 A          5.81%     1 P:x            -5.342  0.67    25 C 
                                    5.47%     1 P:x            -5.342  0.67    28 C 
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                                    5.46%     1 P:x            -5.342  0.67    29 C 
                                    5.26%     1 P:x            -5.342  0.67    26 C 
                                    3.80%     1 P:z            -5.342  0.67    35 C 
                                    3.73%     1 P:z            -5.342  0.67    32 C 
                                    3.64%     1 P:z            -5.342  0.67    44 C 
                                    3.63%     1 P:z            -5.342  0.67    47 C 
                                    3.01%     1 P:z            -5.342  0.67    34 C 
                                    2.93%     1 P:z            -5.342  0.67    31 C 
                                    2.88%     1 P:z            -5.342  0.67    29 C 
                                    2.80%     1 P:z            -5.342  0.67    26 C 
                                    2.79%     1 P:z            -5.342  0.67    25 C 
                                    2.73%     1 P:z            -5.342  0.67    28 C 
                                    2.60%     1 P:y            -5.342  0.67    29 C 
                                    2.43%     1 P:y            -5.342  0.67    28 C 
                                    2.32%     1 P:x            -5.342  0.67    32 C 
                                    2.30%     1 P:y            -5.342  0.67    26 C 
                                    2.21%     1 P:y            -5.342  0.67    25 C 
                                    2.14%     1 P:x            -5.342  0.67    35 C 
                                    2.11%     1 P:z            -5.342  0.67    43 C 
                                    1.93%     1 P:x            -5.342  0.67    34 C 
                                    1.91%     1 P:z            -5.342  0.67    46 C 
                                    1.83%     1 P:x            -5.342  0.67    31 C 
                                    1.24%     1 P:y            -5.342  0.67    50 C 
                                    1.24%     1 P:x            -5.342  0.67    44 C 
                                    1.23%     1 P:x            -5.342  0.67    47 C 
                                    1.22%     1 P:y            -5.342  0.67    53 C 
      -8.425  2.00   209 A          8.60%     1 P:z            -5.342  0.67    43 C 
                                    8.53%     1 P:z            -5.342  0.67    46 C 
                                    7.21%     1 P:z            -5.342  0.67    44 C 
                                    7.16%     1 P:z            -5.342  0.67    47 C 
                                    2.83%     1 P:x            -5.342  0.67    43 C 
                                    2.81%     1 P:x            -5.342  0.67    46 C 
                                    2.67%     1 P:x            -5.342  0.67    47 C 
                                    2.61%     1 P:x            -7.163  1.00     6 N 
                                    2.40%     1 P:x            -5.342  0.67    44 C 
                                    2.24%     1 P:y            -5.342  0.67    43 C 
                                    2.23%     1 P:y            -5.342  0.67    46 C 
                                    2.14%     1 P:x            -5.342  0.67    25 C 
                                    2.04%     1 P:x            -5.342  0.67    29 C 
                                    2.02%     1 P:x            -5.342  0.67    26 C 
                                    1.94%     1 P:x            -7.163  1.00     5 N 
                                    1.88%     1 P:x            -5.342  0.67    28 C 
                                    1.83%     1 P:y            -5.342  0.67    47 C 
                                    1.65%     1 P:y            -5.342  0.67    44 C 
                                    1.21%     1 P:y            -5.342  0.67    29 C 
                                    1.18%     1 P:z            -5.342  0.67    28 C 
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                                    1.12%     1 P:z            -5.342  0.67    26 C 
                                    1.08%     1 P:z            -5.342  0.67    25 C 
                                    1.01%     1 P:y            -5.342  0.67    16 C 
      -8.367  2.00   210 A         11.03%     1 P:z            -5.342  0.67    30 C 
                                    8.57%     1 P:z            -5.342  0.67    33 C 
                                    7.61%     1 P:x            -5.342  0.67    27 C 
                                    6.13%     1 P:x            -5.342  0.67    24 C 
                                    5.99%     1 P:z            -5.342  0.67    24 C 
                                    5.01%     1 P:x            -5.342  0.67    33 C 
                                    4.06%     1 P:z            -5.342  0.67    27 C 
                                    3.61%     1 P:x            -5.342  0.67    30 C 
                                    3.59%     1 P:x            -5.342  0.67    28 C 
                                    3.44%     1 P:y            -5.342  0.67    27 C 
                                    3.28%     1 P:x            -5.342  0.67    25 C 
                                    3.21%     1 P:y            -5.342  0.67    24 C 
                                    2.03%     1 P:z            -5.342  0.67    32 C 
                                    1.89%     1 P:z            -5.342  0.67    35 C 
                                    1.83%     1 P:x            -5.342  0.67    35 C 
                                    1.69%     1 P:x            -5.342  0.67    32 C 
                                    1.48%     1 P:z            -5.342  0.67    31 C 
                                    1.48%     1 P:y            -5.342  0.67    28 C 
                                    1.40%     1 P:z            -5.342  0.67    34 C 
                                    1.37%     1 P:y            -5.342  0.67    25 C 
                                    1.25%     1 P:z            -5.342  0.67    28 C 
                                    1.24%     1 P:x            -5.342  0.67    34 C 
                                    1.21%     1 P:x            -5.342  0.67    31 C 
                                    1.20%     1 P:z            -5.342  0.67    25 C 
                                    1.05%     1 P:x            -5.342  0.67    26 C 
                                    1.01%     1 P:x            -5.342  0.67    29 C 
      -8.262  2.00   211 A         11.88%     1 P:y            -7.163  1.00     6 N 
                                    4.89%     1 P:y            -5.342  0.67    12 C 
                                    4.75%     2 D:xy           -4.188  2.00     1 Pd 
                                    4.39%     1 P:y            -5.342  0.67    14 C 
                                    4.06%     2 D:xz           -4.188  2.00     1 Pd 
                                    3.36%     2 D:z2           -4.188  2.00     1 Pd 
                                    2.59%     1 D:xz           -7.873  1.20     2 Fe 
                                    2.55%     1 P:z            -7.163  1.00     6 N 
                                    2.44%     1 P:z            -5.342  0.67    17 C 
                                    2.38%     1 D:z2           -7.873  1.20     2 Fe 
                                    2.38%     1 P:z            -5.342  0.67    12 C 
                                    2.35%     1 P:z            -5.342  0.67    16 C 
                                    2.05%     1 D:yz           -7.873  1.20     2 Fe 
                                    1.86%     1 P:z            -5.342  0.67    14 C 
                                    1.84%     1 P:z            -5.342  0.67     9 C 
                                    1.83%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.77%     1 P:z            -5.342  0.67    15 C 
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                                    1.56%     3 P:z            -0.751  0.00     2 Fe 
                                    1.47%     1 P:x            -5.342  0.67    12 C 
                                    1.44%     1 P:x            -5.342  0.67    15 C 
                                    1.40%     1 P:z            -7.163  1.00     5 N 
                                    1.39%     1 P:x            -5.342  0.67    16 C 
                                    1.38%     1 P:y            -5.342  0.67    15 C 
                                    1.32%     1 P:y            -5.342  0.67    17 C 
                                    1.29%     1 P:z            -5.342  0.67    44 C 
                                    1.11%     1 P:z            -5.342  0.67    47 C 
                                    1.11%     1 P:x            -5.342  0.67    14 C 
                                    1.06%     1 P:z            -5.342  0.67    42 C 
      -8.183  2.00   212 A         11.48%     1 P:x            -7.163  1.00     5 N 
                                    9.88%     1 D:z2           -7.873  1.20     2 Fe 
                                    8.70%     1 P:z            -7.163  1.00     5 N 
                                    6.34%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    5.50%     1 P:z            -5.342  0.67     7 C 
                                    3.32%     1 P:y            -7.163  1.00     6 N 
                                    3.18%     1 P:z            -5.342  0.67     9 C 
                                    2.86%     1 P:y            -5.342  0.67    11 C 
                                    2.38%     1 D:yz           -7.873  1.20     2 Fe 
                                    2.31%     1 P:x            -7.163  1.00     6 N 
                                    2.26%     1 P:z            -5.342  0.67    10 C 
                                    1.83%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.81%     1 P:z            -5.342  0.67     8 C 
                                    1.63%     1 P:z            -5.342  0.67    42 C 
                                    1.58%     1 P:z            -5.342  0.67    24 C 
                                    1.56%     1 P:x            -5.342  0.67     9 C 
                                    1.44%     1 P:z            -5.342  0.67    45 C 
                                    1.40%     1 P:x            -5.342  0.67     7 C 
                                    1.27%     1 P:y            -5.342  0.67    17 C 
                                    1.26%     2 D:xy           -4.188  2.00     1 Pd 
                                    1.26%     1 P:y            -5.342  0.67    10 C 
                                    1.04%     1 P:z            -5.342  0.67    11 C 
      -7.592  2.00   213 A         46.21%     2 D:z2           -4.188  2.00     1 Pd 
                                   12.33%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    9.45%     2 D:xy           -4.188  2.00     1 Pd 
                                    4.03%     1 D:z2           -7.873  1.20     2 Fe 
                                    3.95%     2 D:xz           -4.188  2.00     1 Pd 
                                    2.26%     1 S              -6.551  1.00    63 H 
                                    2.26%     1 S              -6.551  1.00    62 H 
                                    1.67%     2 D:yz           -4.188  2.00     1 Pd 
                                    1.50%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.12%     1 P:z            -5.342  0.67     7 C 
                                    1.02%     1 P:z            -5.342  0.67    17 C 
      -7.549  2.00   214 A         27.86%     2 D:xz           -4.188  2.00     1 Pd 
                                   25.56%     2 D:xy           -4.188  2.00     1 Pd 
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                                   12.47%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    4.74%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    4.67%     2 D:z2           -4.188  2.00     1 Pd 
                                    2.96%     1 D:yz           -7.873  1.20     2 Fe 
                                    2.87%     1 D:xz           -7.873  1.20     2 Fe 
                                    2.56%     1 S              -6.551  1.00    64 H 
                                    2.33%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.11%     2 D:yz           -4.188  2.00     1 Pd 
                                    1.03%     1 P:x            -5.342  0.67    17 C 
      -7.081  2.00   215 A         38.87%     1 D:yz           -7.873  1.20     2 Fe 
                                   19.21%     1 D:xz           -7.873  1.20     2 Fe 
                                   10.39%     2 D:xy           -4.188  2.00     1 Pd 
                                    6.02%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    4.60%     5 S              -2.897  0.00     1 Pd 
                                    3.66%     2 D:z2           -4.188  2.00     1 Pd 
                                    3.18%     4 S              -5.284  2.00     2 Fe 
                                    2.09%     1 D:xy           -7.873  1.20     2 Fe 
      -6.885  2.00   216 A         20.35%     2 D:xz           -4.188  2.00     1 Pd 
                                   13.20%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                   12.02%     2 D:xy           -4.188  2.00     1 Pd 
                                    9.88%     2 D:yz           -4.188  2.00     1 Pd 
                                    8.45%     1 P:x            -7.163  1.00     5 N 
                                    7.35%     1 P:x            -7.163  1.00     6 N 
                                    5.42%     2 D:z2           -4.188  2.00     1 Pd 
                                    4.40%     1 P:y            -7.163  1.00     6 N 
                                    2.24%     1 P:z            -7.163  1.00     6 N 
      -6.742  2.00   217 A         16.79%     1 D:xz           -7.873  1.20     2 Fe 
                                   14.71%     2 D:xy           -4.188  2.00     1 Pd 
                                   10.77%     2 D:z2           -4.188  2.00     1 Pd 
                                    8.24%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    5.90%     5 S              -2.897  0.00     1 Pd 
                                    5.83%     1 P:z            -5.342  0.67    17 C 
                                    5.56%     1 P:y            -5.342  0.67    17 C 
                                    4.99%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    2.50%     1 P:x            -7.163  1.00     5 N 
                                    2.15%     1 D:yz           -7.873  1.20     2 Fe 
                                    1.77%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.24%     1 P:y            -7.163  1.00     6 N 
                                    1.02%     2 S             -13.792  2.00    17 C 
      -6.697  2.00   218 A         52.97%     1 D:xy           -7.873  1.20     2 Fe 
                                   18.81%     1 D:z2           -7.873  1.20     2 Fe 
                                    4.75%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    2.03%     1 P:z            -5.342  0.67     8 C 
                                    1.98%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.74%     1 P:x            -5.342  0.67    13 C 
                                    1.27%     4 S              -5.284  2.00     2 Fe 
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                                    1.18%     1 P:y            -5.342  0.67     8 C 
                                    1.15%     1 D:yz           -7.873  1.20     2 Fe 
                                    1.01%     1 P:y            -5.342  0.67    17 C 
      -6.629  2.00   219 A         23.92%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                   16.19%     1 D:xz           -7.873  1.20     2 Fe 
                                   12.10%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                   11.10%     1 D:yz           -7.873  1.20     2 Fe 
                                    7.04%     2 D:xz           -4.188  2.00     1 Pd 
                                    2.85%     1 D:xy           -7.873  1.20     2 Fe 
                                    2.51%     1 P:z            -5.342  0.67    17 C 
                                    1.70%     1 P:y            -5.342  0.67    17 C 
                                    1.46%     1 P:z            -5.342  0.67    16 C 
                                    1.34%     1 P:z            -5.342  0.67    13 C 
                                    1.12%     1 P:x            -7.163  1.00     6 N 
      -4.476  0.00   220 A         16.49%     1 P:y            -5.342  0.67    21 C 
                                   12.63%     1 P:y            -5.342  0.67    18 C 
                                    8.80%     2 P:y            -5.574  1.00     3 P 
                                    7.85%     1 P:y            -5.342  0.67    23 C 
                                    7.27%     1 P:y            -5.342  0.67    19 C 
                                    3.27%     1 P:x            -5.342  0.67    18 C 
                                    2.76%     1 P:x            -5.342  0.67    21 C 
                                    2.54%     1 P:y            -7.163  1.00     5 N 
                                    2.47%     1 P:y            -5.342  0.67    20 C 
                                    2.15%     1 P:x            -7.163  1.00     5 N 
                                    2.05%     1 D:x2-y2        10.305  0.00     3 P 
                                    1.89%     1 P:y            -5.342  0.67    22 C 
                                    1.86%     1 P:x            -5.342  0.67    23 C 
                                    1.67%     1 P:x            -5.342  0.67    29 C 
                                    1.56%     1 P:x            -5.342  0.67    19 C 
                                    1.40%     1 P:x            -5.342  0.67    30 C 
                                    1.37%     1 P:x            -5.342  0.67    27 C 
                                   -1.33%     2 P:y             4.591  0.00    18 C 
                                    1.32%     1 P:z            -5.342  0.67    33 C 
                                   -1.30%     2 P:y             4.591  0.00    21 C 
                                    1.27%     1 D:yz           10.305  0.00     3 P 
                                    1.27%     1 P:x            -5.342  0.67    35 C 
                                    1.19%     1 P:z            -5.342  0.67    21 C 
                                    1.11%     1 P:z            -5.342  0.67    35 C 
                                    1.08%     1 P:x            -5.342  0.67    24 C 
                                    1.03%     2 P:x            -5.574  1.00     3 P 
      -4.269  0.00   221 A          6.07%     2 D:yz           -4.188  2.00     1 Pd 
                                    5.89%     2 P:z            -5.574  1.00     4 P 
                                    5.54%     1 P:y            -5.342  0.67    39 C 
                                    5.07%     1 P:y            -5.342  0.67    36 C 
                                    3.61%     1 P:z            -5.342  0.67    36 C 
                                    3.58%     1 P:z            -5.342  0.67    39 C 
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                                    3.22%     1 P:z            -5.342  0.67    45 C 
                                    3.21%     1 P:y            -5.342  0.67    42 C 
                                    3.18%     1 P:x            -5.342  0.67    39 C 
                                    3.13%     2 P:y            -5.574  1.00     4 P 
                                    3.03%     1 P:y            -5.342  0.67    37 C 
                                    2.94%     1 P:z            -5.342  0.67    17 C 
                                    2.94%     1 D:xz           10.305  0.00     4 P 
                                    2.84%     1 P:y            -5.342  0.67    41 C 
                                    2.76%     1 P:y            -5.342  0.67    17 C 
                                    2.04%     1 P:z            -5.342  0.67    41 C 
                                    1.87%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.75%     1 P:z            -5.342  0.67    37 C 
                                    1.71%     1 P:z            -5.342  0.67    43 C 
                                    1.60%     1 P:z            -5.342  0.67    47 C 
                                    1.40%     1 P:z            -7.163  1.00     5 N 
                                    1.36%     1 P:x            -5.342  0.67    36 C 
                                    1.33%     1 D:yz           -7.873  1.20     2 Fe 
                                    1.31%     1 P:x            -5.342  0.67    41 C 
                                    1.27%     1 P:z            -5.342  0.67    42 C 
                                    1.10%     1 P:x            -5.342  0.67    45 C 
                                    1.08%     1 P:y            -5.342  0.67    47 C 
                                    1.02%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.01%     1 P:y            -5.342  0.67    45 C 
 
 
III. Computational details for [fc(NPEt3)2PdMe]+ 
 
Table S8. Individual LMO bond orders greater than 0.002 in magnitude, with the overlap 
between the hybrids in the NLMO given: 
 
 Atom I / Atom J / NLMO / Bond Order / Hybrid Overlap / 
    1       2      66    -0.0043558      -0.1001925 
    1       2      67     0.0079840       0.0738195 
    1       2      69     0.0336724       0.1053929 
    1       2      71    -0.0165010      -0.0157672 
    1       2      73    -0.0104612      -0.0311203 
    1       2     147     0.0628742       0.2876947 
 
Table S9. NATURAL LOCALIZED MOLECULAR ORBITAL (NLMO) ANALYSIS: 
 
 Maximum off-diagonal element of DM in NLMO basis: 0.00000000 
 
 Hybridization/Polarization Analysis of NLMOs in NAO Basis: 
 NLMO/Occupancy/Percent from Parent NBO/ Atomic Hybrid Contributions 
 ------------------------------------------------------------------------------- 
  69. (2.00000)  84.0824% LP ( 3)Fe  2 
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                           1.684% Pd  1 s(  3.82%)p 0.27(  1.03%)d24.94( 95.15%) 
                          84.564% Fe  2 s(  0.19%)p 0.07(  0.01%)d99.99( 99.80%) 
                           0.053%  P  3 s( 25.02%)p 2.65( 66.21%)d 0.35(  8.77%) 
                           0.076%  P  4 s( 26.57%)p 2.50( 66.38%)d 0.27(  7.05%) 
                           0.417%  N  5 s(  2.42%)p39.87( 96.38%)d 0.50(  1.20%) 
                           0.425%  N  6 s(  3.51%)p27.11( 95.05%)d 0.41(  1.44%) 
                           1.560%  C  7 s( 18.60%)p 4.38( 81.40%)d 0.00(  0.00%) 
                           0.574%  C  8 s( 12.52%)p 6.92( 86.67%)d 0.06(  0.81%) 
                           2.065%  C  9 s(  1.91%)p51.38( 97.98%)d 0.06(  0.12%) 
                           0.744%  C 10 s(  2.06%)p46.53( 96.04%)d 0.92(  1.89%) 
                           1.331%  C 11 s(  2.16%)p44.93( 96.93%)d 0.42(  0.91%) 
                           1.375%  C 12 s(  2.35%)p41.56( 97.54%)d 0.05(  0.11%) 
                           1.795%  C 13 s(  6.18%)p15.15( 93.61%)d 0.03(  0.21%) 
                           1.249%  C 14 s(  2.13%)p45.73( 97.60%)d 0.12(  0.26%) 
                           0.322%  C 15 s(  3.18%)p29.31( 93.35%)d 1.09(  3.47%) 
                           0.606%  C 16 s(  3.15%)p30.20( 95.15%)d 0.54(  1.70%) 
                           1.056%  C 17 s(  2.42%)p40.23( 97.33%)d 0.10(  0.25%) 
                           0.013%  C 20 s( 16.82%)p 4.91( 82.64%)d 0.03(  0.55%) 
                           0.020%  C 28 s( 24.74%)p 3.03( 74.96%)d 0.01(  0.29%) 
 147. (2.00000)  49.7617% 3Cn( 1)Fe  2- C  8- C 13 
                           3.359% Pd  1 s( 15.03%)p 0.08(  1.15%)d 5.57( 83.81%) 
                           3.144% Fe  2 s( 43.05%)p 0.14(  6.07%)d 1.18( 50.89%) 
                           0.270%  P  3 s( 40.49%)p 1.37( 55.50%)d 0.10(  4.01%) 
                           0.209%  P  4 s( 38.23%)p 1.50( 57.47%)d 0.11(  4.31%) 
                           0.846%  N  5 s(  5.04%)p18.59( 93.63%)d 0.26(  1.33%) 
                           0.649%  N  6 s(  7.12%)p12.86( 91.58%)d 0.18(  1.30%) 
                           2.934%  C  7 s( 18.02%)p 4.55( 81.96%)d 0.00(  0.01%) 
                          32.434%  C  8 s(  1.66%)p59.17( 98.29%)d 0.03(  0.04%) 
                           5.630%  C  9 s(  2.20%)p44.27( 97.53%)d 0.12(  0.27%) 
                           5.722%  C 10 s(  0.50%)p99.99( 99.36%)d 0.27(  0.14%) 
                           6.048%  C 11 s(  0.55%)p99.99( 99.33%)d 0.22(  0.12%) 
                           5.862%  C 12 s(  2.38%)p40.97( 97.35%)d 0.12(  0.27%) 
                          19.279%  C 13 s(  2.06%)p47.52( 97.90%)d 0.02(  0.04%) 
                           3.213%  C 14 s(  2.31%)p42.24( 97.47%)d 0.10(  0.22%) 
                           3.413%  C 15 s(  0.85%)p99.99( 99.02%)d 0.16(  0.13%) 
                           3.836%  C 16 s(  0.85%)p99.99( 99.05%)d 0.13(  0.11%) 
                           2.932%  C 17 s(  2.64%)p36.82( 97.11%)d 0.10(  0.25%) 
                           0.016%  C 18 s( 10.12%)p 8.73( 88.32%)d 0.15(  1.57%) 
                           0.043%  C 20 s( 12.77%)p 6.80( 86.81%)d 0.03(  0.42%) 
                           0.012%  C 22 s( 68.46%)p 0.45( 31.07%)d 0.01(  0.47%) 
                           0.032%  C 28 s( 18.80%)p 4.30( 80.89%)d 0.02(  0.31%) 
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Table S10. List of selected MOs, ordered by energy, with the most significant SFO gross 
populations 
  
 Each percentage contribution in the table below corresponds to the indicated SFO. 
 In general, a SFO may be a linear combination of several Fragment Orbitals on the same, 
 or on symmetry-related Fragments. Only the first 'member' of such a combination is 
 specified here. A full definition of all SFOs is given in an earlier part of the output. 
 The numbering of the SFOs in this table does NOT include the Core Orbitals, and starts 
 from one for each symmetry representation, as in the SFO definition list earlier. 
 
       E(eV)  Occ       MO           %     SFO (first member)   E(eV)  Occ   Fragment 
 ------------------------------------------------------------------------------------- 
      -9.970  2.00   134 A         19.91%     2 D:xy           -4.188  2.00     1 Pd 
                                   15.10%     1 P:y            -5.342  0.67     7 C 
                                   10.24%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    8.40%     2 D:z2           -4.188  2.00     1 Pd 
                                    3.01%     1 P:x            -5.342  0.67     7 C 
                                    2.94%     1 P:x            -5.342  0.67    13 C 
                                    2.71%     3 P:y            -0.751  0.00     2 Fe 
                                    2.47%     1 P:x            -5.342  0.67    15 C 
                                    2.26%     1 P:x            -5.342  0.67    16 C 
                                    2.21%     5 S              -2.897  0.00     1 Pd 
                                    2.15%     1 P:x            -5.342  0.67    11 C 
                                    2.09%     1 P:x            -5.342  0.67    10 C 
                                    1.82%     1 P:x            -5.342  0.67     8 C 
                                    1.38%     1 P:y            -5.342  0.67     8 C 
                                    1.32%     1 S              -6.551  1.00    32 H 
                                    1.20%     1 S              -6.551  1.00    30 H 
                                    1.01%     1 S              -6.551  1.00    31 H 
      -9.456  2.00   135 A         13.43%     1 D:xz           -7.873  1.20     2 Fe 
                                    8.89%     1 D:z2           -7.873  1.20     2 Fe 
                                    8.66%     1 P:x            -5.342  0.67    17 C 
                                    7.96%     1 P:x            -5.342  0.67    14 C 
                                    5.36%     1 P:y            -5.342  0.67    12 C 
                                    5.16%     1 P:y            -5.342  0.67     9 C 
                                    4.01%     1 P:x            -5.342  0.67    11 C 
                                    3.33%     1 D:yz           -7.873  1.20     2 Fe 
                                    3.29%     1 P:x            -5.342  0.67     9 C 
                                    2.84%     1 P:x            -5.342  0.67    12 C 
                                    2.74%     1 D:xy           -7.873  1.20     2 Fe 
                                    2.69%     1 P:x            -5.342  0.67    10 C 
                                    2.09%     1 P:y            -5.342  0.67    16 C 
                                    2.04%     1 P:y            -5.342  0.67    15 C 
                                    1.70%     1 P:z            -7.163  1.00     5 N 
                                    1.38%     1 P:z            -7.163  1.00     6 N 
                                    1.32%     1 P:x            -5.342  0.67    15 C 
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                                    1.28%     1 P:x            -5.342  0.67    16 C 
                                    1.26%     1 P:z            -5.342  0.67    14 C 
                                    1.11%     1 P:z            -5.342  0.67    12 C 
      -9.270  2.00   136 A         12.63%     2 D:xz           -4.188  2.00     1 Pd 
                                   11.97%     1 P:z            -7.163  1.00     6 N 
                                   11.95%     1 P:z            -7.163  1.00     5 N 
                                    7.93%     2 D:z2           -4.188  2.00     1 Pd 
                                    4.06%     2 D:xy           -4.188  2.00     1 Pd 
                                    3.71%     1 P:y            -7.163  1.00     5 N 
                                    2.48%     1 P:y            -7.163  1.00     6 N 
                                    2.28%     1 P:y            -5.342  0.67    17 C 
                                    1.84%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    1.82%     1 P:z            -5.342  0.67    26 C 
                                    1.80%     2 D:yz           -4.188  2.00     1 Pd 
                                    1.71%     1 P:z            -5.342  0.67    12 C 
                                    1.61%     1 P:x            -5.342  0.67    12 C 
                                    1.58%     1 P:z            -5.342  0.67    22 C 
                                    1.42%     2 S             -18.610  2.00     5 N 
                                    1.32%     1 P:x            -5.342  0.67    15 C 
                                    1.16%     1 P:x            -5.342  0.67     9 C 
                                    1.13%     2 S             -18.610  2.00     6 N 
                                    1.04%     1 P:x            -5.342  0.67    10 C 
                                    1.02%     1 D:yz           -7.873  1.20     2 Fe 
      -8.973  2.00   137 A         11.85%     1 P:x            -5.342  0.67    14 C 
                                   11.01%     1 P:x            -5.342  0.67    17 C 
                                    8.44%     1 P:x            -5.342  0.67    12 C 
                                    7.41%     1 P:x            -5.342  0.67     9 C 
                                    6.33%     3 P:z            -0.751  0.00     2 Fe 
                                    5.15%     1 P:y            -5.342  0.67    12 C 
                                    4.67%     1 P:y            -5.342  0.67     9 C 
                                    4.37%     1 P:x            -5.342  0.67    15 C 
                                    4.23%     1 P:x            -5.342  0.67    16 C 
                                    4.18%     1 P:x            -5.342  0.67    11 C 
                                    3.60%     1 P:x            -5.342  0.67    10 C 
                                    2.58%     2 D:yz           -4.188  2.00     1 Pd 
                                    2.22%     1 P:z            -5.342  0.67     9 C 
                                    2.08%     1 P:z            -5.342  0.67    17 C 
                                    1.52%     1 P:y            -5.342  0.67    14 C 
                                    1.46%     1 P:y            -5.342  0.67    11 C 
                                    1.35%     1 P:y            -5.342  0.67    10 C 
                                    1.22%     1 P:y            -5.342  0.67    17 C 
                                    1.21%     1 P:z            -5.342  0.67    12 C 
                                    1.12%     1 P:z            -5.342  0.67    14 C 
                                    1.09%     1 P:z            -5.342  0.67    10 C 
                                    1.03%     1 P:y            -5.342  0.67    16 C 
                                    1.01%     1 P:z            -5.342  0.67    16 C 
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      -8.827  2.00   138 A         12.86%     1 P:z            -7.163  1.00     5 N 
                                   12.69%     1 P:z            -7.163  1.00     6 N 
                                    6.12%     1 P:y            -5.342  0.67     7 C 
                                    4.46%     1 P:x            -5.342  0.67    13 C 
                                    4.40%     2 D:z2           -4.188  2.00     1 Pd 
                                    3.83%     1 P:x            -5.342  0.67    15 C 
                                    3.06%     1 P:y            -7.163  1.00     6 N 
                                    2.46%     1 P:y            -5.342  0.67     8 C 
                                    2.31%     1 P:y            -7.163  1.00     5 N 
                                    2.19%     1 P:x            -5.342  0.67     8 C 
                                    2.15%     1 P:y            -5.342  0.67    10 C 
                                    1.88%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.83%     1 P:z            -5.342  0.67    26 C 
                                    1.83%     1 P:x            -5.342  0.67    16 C 
                                    1.75%     1 P:x            -5.342  0.67    11 C 
                                    1.67%     1 P:x            -5.342  0.67    10 C 
                                    1.64%     3 P:y            -0.751  0.00     2 Fe 
                                    1.43%     1 P:z            -5.342  0.67    22 C 
                                    1.41%     1 P:y            -5.342  0.67    17 C 
                                    1.28%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.02%     1 P:x            -5.342  0.67    14 C 
      -8.527  2.00   139 A         17.76%     1 P:x            -7.163  1.00     6 N 
                                    9.86%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    7.57%     1 P:y            -7.163  1.00     5 N 
                                    5.98%     1 D:xy           -7.873  1.20     2 Fe 
                                    5.30%     2 D:xz           -4.188  2.00     1 Pd 
                                    4.29%     1 P:x            -5.342  0.67    13 C 
                                    2.93%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    2.55%     1 P:x            -7.163  1.00     5 N 
                                    2.45%     1 P:x            -5.342  0.67    24 C 
                                    2.23%     1 P:x            -5.342  0.67    16 C 
                                    2.23%     1 D:yz           -7.873  1.20     2 Fe 
                                    2.23%     2 D:yz           -4.188  2.00     1 Pd 
                                    2.07%     2 D:z2           -4.188  2.00     1 Pd 
                                    1.73%     1 P:x            -5.342  0.67     9 C 
                                    1.63%     1 P:z            -7.163  1.00     5 N 
                                    1.38%     1 P:x            -5.342  0.67    17 C 
                                    1.30%     1 P:y            -5.342  0.67     8 C 
                                    1.26%     1 P:y            -5.342  0.67    14 C 
                                    1.18%     1 P:y            -5.342  0.67    18 C 
                                    1.11%     1 P:z            -5.342  0.67    14 C 
                                    1.05%     1 P:x            -5.342  0.67    15 C 
      -8.449  2.00   140 A         18.08%     1 P:z            -7.163  1.00     5 N 
                                    8.50%     1 P:z            -7.163  1.00     6 N 
                                    6.55%     2 D:z2           -4.188  2.00     1 Pd 
                                    4.78%     1 D:x2-y2        -7.873  1.20     2 Fe 



	 S59

                                    4.16%     2 D:xz           -4.188  2.00     1 Pd 
                                    2.87%     1 P:x            -5.342  0.67    16 C 
                                    2.50%     1 P:y            -5.342  0.67    11 C 
                                    2.43%     1 P:x            -5.342  0.67     9 C 
                                    2.37%     1 P:x            -5.342  0.67    10 C 
                                    2.08%     1 P:x            -7.163  1.00     6 N 
                                    2.07%     1 P:x            -5.342  0.67     8 C 
                                    1.99%     1 P:x            -5.342  0.67    13 C 
                                    1.96%     1 P:y            -5.342  0.67     8 C 
                                    1.90%     1 P:y            -5.342  0.67    12 C 
                                    1.81%     1 P:y            -5.342  0.67     7 C 
                                    1.79%     1 P:y            -7.163  1.00     6 N 
                                    1.69%     1 P:x            -5.342  0.67    15 C 
                                    1.67%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.43%     1 P:x            -5.342  0.67    11 C 
                                    1.42%     1 P:z            -5.342  0.67    22 C 
                                    1.29%     3 P:y            -0.751  0.00     2 Fe 
                                    1.21%     1 P:z            -5.342  0.67    26 C 
                                    1.06%     1 P:z            -5.342  0.67    11 C 
                                    1.04%     1 P:x            -5.342  0.67    12 C 
                                    1.04%     1 D:xz           10.305  0.00     3 P 
      -7.873  2.00   141 A         50.31%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                   15.86%     2 D:xy           -4.188  2.00     1 Pd 
                                   10.46%     2 D:yz           -4.188  2.00     1 Pd 
                                    3.19%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    1.98%     1 S              -6.551  1.00    31 H 
                                    1.85%     1 S              -6.551  1.00    30 H 
                                    1.82%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.05%     2 D:z2           -4.188  2.00     1 Pd 
      -7.845  2.00   142 A         50.42%     2 D:yz           -4.188  2.00     1 Pd 
                                   10.72%     2 D:xz           -4.188  2.00     1 Pd 
                                    8.29%     1 D:yz           -7.873  1.20     2 Fe 
                                    5.36%     2 D:xy           -4.188  2.00     1 Pd 
                                    3.96%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    3.48%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    2.04%     1 S              -6.551  1.00    32 H 
                                    1.40%     1 D:xz           -7.873  1.20     2 Fe 
                                    1.33%     1 P:x            -5.342  0.67    16 C 
                                    1.18%     2 D:z2           -4.188  2.00     1 Pd 
                                    1.04%     1 D:xy           -7.873  1.20     2 Fe 
                                    1.01%     1 P:x            -5.342  0.67    11 C 
      -7.375  2.00   143 A         39.35%     1 D:xy           -7.873  1.20     2 Fe 
                                   13.21%     1 D:xz           -7.873  1.20     2 Fe 
                                   12.15%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    9.99%     2 D:z2           -4.188  2.00     1 Pd 
                                    3.49%     4 S              -5.284  2.00     2 Fe 
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                                    3.46%     5 S              -2.897  0.00     1 Pd 
                                    3.07%     2 D:yz           -4.188  2.00     1 Pd 
                                    2.87%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.73%     1 P:y            -5.342  0.67     7 C 
      -7.075  2.00   144 A         23.83%     2 D:z2           -4.188  2.00     1 Pd 
                                   20.91%     1 D:yz           -7.873  1.20     2 Fe 
                                    7.77%     1 P:y            -5.342  0.67     7 C 
                                    7.02%     1 D:xz           -7.873  1.20     2 Fe 
                                    5.72%     2 D:yz           -4.188  2.00     1 Pd 
                                    5.06%     1 D:xy           -7.873  1.20     2 Fe 
                                    3.90%     2 D:xz           -4.188  2.00     1 Pd 
                                    3.22%     5 S              -2.897  0.00     1 Pd 
                                    1.61%     1 P:x            -5.342  0.67     7 C 
      -7.035  2.00   145 A         25.66%     2 D:xz           -4.188  2.00     1 Pd 
                                   17.45%     2 D:z2           -4.188  2.00     1 Pd 
                                   12.54%     1 P:z            -7.163  1.00     5 N 
                                    8.91%     2 D:xy           -4.188  2.00     1 Pd 
                                    7.08%     1 P:z            -7.163  1.00     6 N 
                                    5.84%     2 D:yz           -4.188  2.00     1 Pd 
                                    3.81%     1 P:x            -7.163  1.00     6 N 
                                    2.22%     1 P:y            -7.163  1.00     6 N 
                                    1.31%     1 P:z            -5.342  0.67    26 C 
                                    1.22%     1 D:z2           10.305  0.00     4 P 
                                    1.19%     1 P:z            -5.342  0.67    22 C 
      -7.027  2.00   146 A         49.67%     1 D:z2           -7.873  1.20     2 Fe 
                                   13.80%     1 D:xz           -7.873  1.20     2 Fe 
                                   11.74%     1 D:yz           -7.873  1.20     2 Fe 
                                    3.81%     2 D:xz           -4.188  2.00     1 Pd 
                                    2.16%     2 D:z2           -4.188  2.00     1 Pd 
                                    2.11%     1 P:x            -5.342  0.67    14 C 
                                    1.76%     4 S              -5.284  2.00     2 Fe 
                                    1.08%     1 P:z            -5.342  0.67     9 C 
                                    1.05%     1 P:x            -5.342  0.67    17 C 
      -6.897  2.00   147 A         19.75%     1 D:yz           -7.873  1.20     2 Fe 
                                   13.95%     2 D:xz           -4.188  2.00     1 Pd 
                                    8.44%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    7.67%     1 D:xz           -7.873  1.20     2 Fe 
                                    6.30%     1 P:y            -5.342  0.67     7 C 
                                    6.21%     2 D:z2           -4.188  2.00     1 Pd 
                                    4.06%     2 D:yz           -4.188  2.00     1 Pd 
                                    3.31%     1 D:z2           -7.873  1.20     2 Fe 
                                    2.36%     5 S              -2.897  0.00     1 Pd 
                                    1.79%     1 P:x            -7.163  1.00     6 N 
                                    1.57%     1 P:x            -5.342  0.67     7 C 
                                    1.32%     1 P:z            -7.163  1.00     5 N 
                                    1.31%     2 D:x2-y2        -4.188  2.00     1 Pd 



	 S61

                                    1.19%     1 P:x            -5.342  0.67     9 C 
                                    1.03%     1 P:x            -5.342  0.67    12 C 
      -4.332  0.00   148 A         17.87%     2 D:xy           -4.188  2.00     1 Pd 
                                   15.26%     1 P:y            -5.342  0.67     7 C 
                                    8.72%     2 D:x2-y2        -4.188  2.00     1 Pd 
                                    5.39%     1 D:xy           -7.873  1.20     2 Fe 
                                    4.75%     1 P:x            -7.163  1.00     6 N 
                                    3.83%     1 P:y            -7.163  1.00     5 N 
                                    3.28%     1 P:x            -5.342  0.67     7 C 
                                    3.09%     2 S             -13.792  2.00     7 C 
                                    2.55%     1 D:z2           -7.873  1.20     2 Fe 
                                    2.27%     2 D:xz           -4.188  2.00     1 Pd 
                                    1.72%     2 D:yz           -4.188  2.00     1 Pd 
                                    1.61%     2 S             -18.610  2.00     6 N 
                                    1.51%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    1.40%     1 P:x            -5.342  0.67    14 C 
                                    1.33%     2 S             -18.610  2.00     5 N 
                                    1.28%     2 P:y            -5.574  1.00     4 P 
                                    1.16%     1 P:x            -5.342  0.67    12 C 
                                    1.13%     4 P:y             0.796  0.00     1 Pd 
                                    1.12%     5 S              -2.897  0.00     1 Pd 
      -4.281  0.00   149 A         32.66%     1 D:x2-y2        -7.873  1.20     2 Fe 
                                    8.44%     1 D:xy           -7.873  1.20     2 Fe 
                                    7.91%     1 D:yz           -7.873  1.20     2 Fe 
                                    5.99%     1 P:x            -5.342  0.67    13 C 
                                    5.90%     1 P:x            -5.342  0.67    15 C 
                                    4.15%     1 P:x            -5.342  0.67    10 C 
                                    3.29%     1 P:x            -5.342  0.67     8 C 
                                    3.28%     1 P:x            -5.342  0.67    11 C 
                                    2.59%     1 P:y            -5.342  0.67     8 C 
                                    2.31%     1 P:x            -5.342  0.67    16 C 
                                    2.07%     1 P:x            -5.342  0.67    17 C 
                                    1.76%     1 P:y            -5.342  0.67    10 C 
                                    1.50%     1 P:y            -5.342  0.67    12 C 
                                    1.48%     1 D:z2           -7.873  1.20     2 Fe 
                                    1.45%     1 P:z            -5.342  0.67    10 C 
                                    1.19%     1 P:y            -5.342  0.67    15 C 
                                    1.17%     1 P:z            -5.342  0.67    16 C 
                                    1.12%     1 P:z            -5.342  0.67     8 C 


