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L. Mass Spectra of three NiFeSe compelxes (before and after O, reaction)
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Figure S1. The high resolution “*ESI-MS of NiSe(CHs)FeCp (a) and its 1-O uptake species (b).
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Figure S2. The high resolution of *ESI-MS of NiSe(CHs)FeCp* (a) and its 1-O uptake species:
the mixture (b), portion 1 (c), portion 2 (d),.



06051901 #335-363 RT: 1.49-162 AV: 29 SB: 31 0.60-0.73 NL: 5.1
T: FTMS + p ESI Fullms [100.0000-1000.0000]
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06051907 #154-176 RT: 0.69-0.78 AV: 23 SB: 50 024-046 NL: 14
T: FTMS + p ESI Fullms [100.0000-1000.0000]
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Figure S3. The high resolution *ESI-MS of NiSe(PhNM2)FeCp (a) and its 1-O uptake species (b).



II. Crystal structure

14y

- (291123)

™ PLATON-Dec 12 2:17:08 2023

36 070119_ntsech3fe_P -1_o2_portiR = 0.06

NOMOVE FORCED Prob = 50
Temp = 110
RES= 0 34 X

Bond precision: C-C = 0.0063 A Wavelength=1.54184

Cell:

Temperature:

Volume
Space group
Hall group

Moiety formula

Sum formula

Mr

Dx,g cm-3
Z

Mu (mm-1)
F000
F000’

h, k, Imax
Nref
Tmin, Tmax
Tmin’

a=10.9842(6)
alpha=74.651(3)
110 K

b=11.3750(3)
beta=63.420(5)

c=11.6936(6)
gamma=87.908 (3)

Calculated Reported

1254.34(12) 1254.34 (11)

P -1 P -1

-P 1 -P 1

C20 H35 Fe N2 Ni 02 S Se, BC20 H35 Fe N2 Ni 02 S Se,
F4 F4

C20 H35 B F4 Fe N2 Ni 02 S C20 H35 B F4 Fe N2 Ni 02 S
Se Se

647.87 647.89

1.715 1.715

2 2

8.457 8.457

660.0 660.0

652.42

13,14,14 13,14,14

5396 5246

0.919,0.919 0.332,1.000

0.919

Correction method= # Reported T Limits: Tmin=0.332 Tmax=1.000

AbsCorr =

MULTI-SCAN

Data completeness= 0.972

R(reflections)= 0.0580( 5068)

S = 1.044

Npar= 305

Theta (max)= 78.335

wR2 (reflections)=
0.1681( 5246)





