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Figure S1: Optimized structures with NBO charges.

[Fe(CBg)]-SO,

[Fe(CB)]

[Fe(CB,)]-S05-2



Table S1: Natural population analysis (NPA) of optimized structures.

Contribution

System Bond Charge Population (%) Hybrid
SO, S1-02 S-0.5882 1.99366 | S-34.60 sp*¥
0-0.8087 0-65.40 sp*3®
S1-03 $-5820 1.99917 | S-33.88 sp%
0-0.8132 0-66.12 sp1-°°
S1-03 S-0.5882 1.99366 | S-34.60 sp
0-0.8087 0-65.40 sp*
SO, S1-02 S-0.6356 1.9796 | S-40.39 sp>?
0-0.7721 0-59.61 sp°t
S1-03 S-0.6356 1.976 | S-40.39 sp>%®
0-0.7721 0-59.61 sp>t
S1-03 S-0.5487 1.99865 | S-30.11 spt®
0-0.836 0-69.89 spt®
S1-04 S-0.6356 1.9796 | S-40.38 sp=°
0-0.7721 0-59.62 6-30
[Fe(CBs)] C1-B3 C-0.8715 1.58508 | C-75.96 sp>¥9g°ot
B-0.4903 B-24.04 spt>8Lgoo
C1-B5 C-0.8716 1.58491 | C-75.97 sp”29d %
B-0.4902 B-24.03 spt>83g00
C1-B6 C-0.8716 1.58501 | C-75.96 sp>¥9g°ot
B-0.4903 B-24.04 sp™>8lg 0
B2-B5 B-0.7071 1.9087 | B-50.00 spt1o
B-0.7071 B-50.00 sptto
B2-B6 B-0.7071 1.90869 | B-50.00 spt1o
B-0.7071 B-50.00 sptto
B3-B4 B-0.7071 1.90867 | B-50.00 spt1o
B-0.7071 B-50.00 sp*t®
B3-B7 B-0.7071 1.90865 | B-50.00 spt1o
B-0.7071 B-50.00 sptto
B4-B5 B-0.7071 1.90871 | B-50.00 spt1o
B-0.7071 B-50.00 spt1o
B6-B7 B-0.7071 1.90867 | B-50.00 spt1o
B-0.7071 B-50.00 spt1o
[Fe(CBg)]-SO, | S9-010 0.6112 1.98787 | S-37.35 sp>®
0.7915 0-62.65 sp*?
$9-011 0.6053 1.98767 | S-36.63 sp*?’
0.796 0-63.37 sp*°
[Fe(CBg)]-SO,-2 | Fe8-S11 0.6237 1.93656 | Fe-38.90 sp>9d”"’
0.7817 S-61.10 sp®t?




4.54

010-S11 0.8595 1.93198 | O-73.87 sp

0.5112 S-26.13 sp=>®

[Fe(CBg)]-SO3 | S9-010 0.6411 1.97567 | S-41.10 sp’®
0.7675 0-58.90 sp>'°

$9-011 0.6218 1.95846 | S-38.67 sp”®

0.7832 0-61.33 sp®*

$9-012 0.6218 1.95851 | S-38.67 sp”®

0.7832 0-61.33 sp®*

[Fe(CBs)]-SO3-2 | S9-010 0.6409 1.97565 | S-41.08 sp*®?
0.7676 0-458.92 sp> !

$9-011 0.6219 1.95887 | S-38.67 sp”®

0.7831 0-61.33 sp®*

$9-012 0.6219 1.95889 | S-38.68 sp”®

0.7831 0-61.32 sp®*




