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Figure S1. Sequence alignment of NifH and related reductases ChiL and CfbC. Sequences of ChIL and NifH were assembled according to the structure-
based alignment of [l. The sequence of CfbC was aligned to the sequence of NifH using Clustal Omega. Individual sequence conservation for ChIL
(Cons1), NifH (Cons2) and CfbC (Cons3) are indicated: Fully conserved residues by asterisk (*), residues with strongly similar properties by colon (:)
and residues with weakly similar properties by period (.). Residues involved in the docking faces between ChIL and ChIN/ChIB (pdb code 2YNM) or
between NifH and NifD/NifK (pdb code 1M34) are highlighted in red font. a-helices (dark green) and B-strands (bright green) of ChIL and NifH are
highlighted by shading. [4Fe-4S] cluster ligands of NifH and ChIL are marked by yellow shading. Pm: Prochlorococcus marinus, Av: Azotobacter
vinelandii, Mb: Methanosarcina barkeri. The investigated residue Tyr127 of ChiL is replaced by an arginine in sequences of CfbC and NifH.
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Figure S2. Homologous and heterologous interactions of (CfbC)2. A) Gel permeation chromatography of
(CfbC)2, (CfbD)2 and (CfbC)2 + (CfbD)2 in the presence or absence of nucleotides. In all cases, the presence
of nucleotides (ADP, ATP, AMP-PNP) did not alter the complex formation. B) Gel permeation
chromatography of (CfbC)2, MoFe and (CfbC)2 + MoFe in the presence or absence of nucleotides. No

complex formation was observed.
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