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Cluster P.G. This work Other calculations Experiments
Re Eb Re Eb Re Eb

& D.., 215 0.64 2.22,2.06 1.42,1.78 2.02,1.87 0.39,0.57,0.65
2.06,1.98, 0.79, 2.03,
1.96, 2.10, 1.42,1.73,
2.02 1.88

Ni, D.., 2.38 0.80 2.05,2.10, 1.82, 2.83, 2.15 1.02,1.18
2.14,2.00, 1.61,1.39,
221,212 1.44
2.18-2.22, 1.28-1.35,
2.26,2.23, 0.94, 1.05,
2.29 0.85

FeNi C.., 234 1.04 2.06 1.39
2.46 1.18
2.08 1.39
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Cluster Atom Natural charge Configuration
Fe, Fe(1,2)  0.00 [core]4s473d°4°4p0-05550-024¢0.01
Ni, Ni(1,2) 0.00 [core]4s0-973d9-014p0.02
FeNi Fe 0.06 [core]4s1003d°-914p0.02
Ni -0.06 [core]4s’-113d8-924p0.02
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Clusters P.G. E, R, Atom Natural electron configuration Natural population
Fe, Do, 135 241 Fe(1,3) [core]4s'413d6:664p0.024d0.01 -0.11
Fe(2) [core]ds!-103(6-584 n0.094 {0.01 0.21
Dk 1.16 2.53 Fe(1) [core]ds'253(d6-784p0.04550.024¢001  -0.09
Fe(2,3) [core]ds!-313d6-544 p0.08550.024d001 (.05
=3, b,, 130 233 Fe(1,2,3,4) [core]4s'223d6674p0.08550.0149d0-02 (.00
T, 1.31 2.41 Fe(1,2,3,4) [core]4s'143d6744p0.08550.024¢002 (.00
Fe; D,, 164 245,250 Fe(1) [core]4s253d%-734p0-09580.024d0-02  -0.10
Fe(2,3) [core]ds'273d6-674p0.09550.024¢d002  -0.07
Fe(4,5) [core]ds!-043(6-764 p0.06550.014¢d001 (.13
C, 1.72 2.52,2.56 Fe(1,3) [core]d4s'213(6-634p0.08550.0144001 (.00
Fe(2,4) [core]ds!-223d6-724p0.07550.014d001 (.00
Fe(5) [core]d4s'323(6-624p0.09550.034¢d002 (.00
& Dy 1.85 243,245 Fe(1,2,3,4) [core]4s'093d6-814p0.08550014d0-02 (.00
Fe(5,6) [core]4s1093(6-804n0.08550.014¢40.02 (.00
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Clusters P.G. E, R, Atom Natural electron configuration Natural population
Ni, D., 0.88 238 Ni(1,3) [core]4s1-003d8-914n0.02 0.07
Ni(2) [core]d4s'-103d9-0040.03 -0.13
Dy 1.04 242 Ni(1) [core]4s0753d8-944p0-06 0.24
Ni(2,3) [core]ds!-163d8-894 p0.04550.02 -0.12
Ni, D 1.14 2.36 Ni(1,3) [core]4s0-613d9-084p0.03 0.00
Ni(2,4) [core]ds!-433d8-794 p9.04550.01 0.00
T, 1.09 2.34 Ni(1,2,3,4) [core]4s0923d90040.06550.02 0.00
Ni Dy 1.37 2.03,2.47 Ni(1) [core]4s0-703d9-114p0.07550.01 0.00
Ni(2,3) [core]4s0663d9-104 p0.08550.01 0.00
Ni(4,5) [core]4s?-303(d8-86)4p0.04550.01 0.00
Cu 1.34 2.35,2.37 Ni(1,2,3,4) [core]4s’103d8.864p0.05550.01 0.00
Ni(5) [core]d4s'323(6-624p0.09550.034d0.02 (.00
Nig By 1.54 2.52,2.45 Ni(1,3) [core]4s-223d8-754 p0-075g0.01 0.00
Ni(2,4) [core]4s0-9238.944 p0-055g0.01 0.00
Ni(5,6) [core]d4s'023(d8-934p0.07550.01 0.00
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