Supporting Information

Versatile Reactivity of a Solvent-Coordinated Diiron(II) Compound: Synthesis
and Dioxygen Reactivity of a Mixed Valent Fe'Fe!"! Species

Amit Majumdar,' Ulf-Peter Apfel,’ Yunbo Jiang,* Pierre Moénne-Loccoz" and Stephen J.
Lippard**

"Department of Chemistry, Massachusetts Institute of T echnology, Cambridge, Massachusetts 02139
Department of Science and Engineering, School of Medicine, Oregon Health and Science UniVersity,
BeaVerton, Oregon 97006

E-mail: ploccoz@ebs.ogi.edu, lippard@mit.edu

contents page numbers
Table S1. Selected distances (A) 2

Table S2. Selected angles (°) 3
Figure S1. Absorption spectroscopic signatures for selected 3
compounds

Figure S2. >’Fe Mssbauer spectra of 5 at r.t. 4
Figure S3. EPR spectra of 5 in DMF/MeCN (1:1) at 4K. 4

Conditions: [5] = 0.2 mM, 9.39 GHz MW frequency, 20
mW micro-wave power, 10 G modulation amplitude, and

0.2 s time constant.



Table S1. Selected distances (A).
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a, mono hydroxo bridged; b, di hydroxo bridged; ¢, oxo bridged; d, acetamide O; e, acetamide N; f, Fe—NL_ d
igan
Fe—N(MeCN) distances (A) in 2 = 2.227(3), 2.117(3), 2.241(3), 2.114(3); Fe—Cl distances (A) in 6 = 2.2459(%), 2.2205(9), 2.3603(10).1 5 contains two

independent molecules with slightly different bond distnatces in its asymmetric unit. Distances for one of them are shown here.

distances made equal by symmetry. {



Table S2. Selected Angles (Deg).
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'5 contains two independent molecules with slightly different bond distances in its asymmetric unit.
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Figure S1. Electronic absorption spectroscopic signatures for selected compounds.



Site 2: 50%
® =1.06 mm/s
AEqQ =2.43 mm/s

Site 1: 50%
0 =0.32 mm/s
AEq =0.69 mm/s

T T T T
-8 -6 -4 -2
Velocity (mm/s)

Figure S2. °’Fe Mossbauer spectra of 5 at r.t.
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Figure S3. EPR spectra of 5§ in DMF/MeCN (1:1) at 4K. Conditions: [S] = 0.2 mM, 9.39 GHz

MW frequency, 20 mW micro-wave power, 10 G modulation amplitude, and 0.2 s time constant.



