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Chemical bond in FmO:

Yury A. Teterin, Andrei E. Putkov, Mikhail V. Ryzhkov, Konstantin I. Maslakov,
Anton Yu. Teterin, Kirill E. Ivanov, Stepan N. Kalmykov and Vladimir G. Petrov

Table S1 MO compositions (shares) and energies Eo ?(eV) for the FmQOsg (Dan) cluster at Rem-o =

0.2279 nm and photoemission cross-sections ci?.

MO composition
MO Eo, Fm o}
eV 6s 6p12 6p32 6d3 6ds/2 7s 5fsp 572 Tpw2 T3 2s 2P 2p3p
ci”1.28 0.88 1.48 0.64 0.56 0.10 7.17 6.66 0.04 0.06 0.96 0.07 0.07

25 v6" -10.53 0.51 0.35 0.05 0.09
22y -10.50 0.40 0.47 0.05 0.03 0.05
21vy7* -10.42 0.12 0.75 0.05 0.05 0.03
24 v¢* -8.62 0.88 0.06 0.02 0.04
23 y¢" -7.59 0.35 0.52 0.04 0.09
20 y7* -7.58 0.35 0.52 0.04 0.09
28 y¢ -7.04 0.91 0.04 0.04 0.01
27 v -4.92 0.90 0.02 0.08
24 y7 -4.82 0.90 0.02 0.08
237 -0.71 0.03 0.53 0.01 0.19 0.24
26 y¢ -0.07 0.72 0.25 0.03
22y7 9 0.00 0.01 0.01 0.70 0.01 0.06 0.21
25 v¢ 0.00 0.01 0.01 0.70 0.01 0.03 0.24
24 vg 0.78 0.32 0.68
21vy7 0.79 0.32 0.68
20y7 0.99 0.02 0.13 0.19 0.01 0.07 0.58
23y 0.99 0.02 0.12 0.19 0.01 0.01 0.06 0.59
2246 102 016 | 0.4
19y, 1.02 0.14 0.86
2 21 y5" 1.04 0.66 | 0.34
8 19vy7 1.22 0.24 0.30 0.03 0.43
18 y7* 1.28 0.03 0.97
177 1.32 050 | 0.50
20 76" 132 051 | 0.49
22 v 1.89 0.27 0.02 0.69 0.02
21y 1.99 0.01 0.05 0.03 0.21 0.70
18y, 1.99 0.01 0.05 0.03 0.40 0.51
20 y¢ 2.50 0.01 0.03 0.01 0.21 0.74
177 2.56 0.35 0.09 0.01 0.09 0.46
196 2.56 0.35 0.09 0.01 0.10 0.45
16 y; 2.67 0.17 0.16 0.59 0.08
167 2.69 0.01 0.07 0.01 0.56 0.35
19y 2.71 0.05 0.03 0.01 0.01 0.90
154 2.73 003 | 005 001 | 035 |056
1870 3.11 0.05 001 |032 | o062
15 3.22 046 | 002 0.10 | 042
1870 3.22 045 | 0.03 008 | 044
14y 3.36 0.56 013 | 031
14 y7* 3.59 0.06 0.08 0.28 0.58
17 v6* 3.61 0.06 0.08 0.29 0.57




17y 1447 0.47 003 [048 |00l |o001
13y7 14.48 0.47 003 |048 |o00L |001
12y7 1578 001 | 001 0.98
13y 16.23 0.04 0.95 0.01
1676 16.23 003 | 002 0.95

o 12y 16.23 003 | 0.02 0.95

S 167 16.39 0.01 0.04 0.95

2 1576 16.95 0.07 0.93
157 18.14 0.49 001 |048 |o00L |o001
1y 18.15 0.49 001 |048 |o001 |o001
layg 31.67 0.99 0.01
14y 5551 | 1.00

2energies are reduced by the absolute values (shifted upward) by 15.44 eV;
bphotoemission cross-section oi (kiloBarn per electron) for O [S1] and for Fm [S2].
9filling number for all the filled orbitals is 2.
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