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Figure S1 Ni site from the NikR proteins (PDB code 2HZV), 3 His and 1Cys ligands

with the o carbons.
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Figure S2 2" derivatives of the S K-edge XAS of the NikR Co, Ni and Cu proteins

variants from 2468 eV to 2475 eV.
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Figure S3 Geometry optimized structure of the high spin 6 coordinate Co(II)-NikR

site.

Figure S4 Geometry optimized structure of the Cu(I)-NikR site. It optimized to a 3

coordinate site, from an initial 6 coordinate structure.

Cartesian coordinates for the DFT calculation of Ni-NikR, singlet, optimized structure
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Cartesian coordinates for the DFT calculation of Ni-NikR, triplet, optimized structure
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Cartesian coordinates for the DFT calculation of Co-NikR, doublet, optimized

structure
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Cartesian coordinates for the DFT calculation of Co-NikR, quartet, optimized

structure
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Cartesian coordinates for the DFT calculation of Cull-NikR, doublet, optimized

structure
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Cartesian coordinates for the DFT calculation of Cul-NikR optimized structure
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S9



zOOzOwnznoAo

Q
<

TTOIZTTITOIIZITITQOIITZIQOIDIIIZIOZITTIQOIIITD T IT T T T T

6.08341900
5.46739500
5.44961100
7.13788000
10.31556900
10.61722900
8.96249200
9.46335600
8.44047400
6.55292200
2.11351000
3.70014200
4.66690900
6.20314200
5.04358400
5.05694600
11.53858800
8.32606500
9.39903900
6.18280100
5.35134600
5.77790400
6.84255500
0.92481400
0.27380300
0.60293000
0.74155800
7.20330200
8.12791700
6.57529600
7.44184600
11.36718400
11.88570500
12.13237900
10.92911300
7.02457700
7.17909000
7.15124600
6.26294200
6.61786500
5.84421500

-4.54194600
-4.55803400
-5.29190600
1.09505300
-2.55507400
-1.19611000
-2.59973300
-0.49506000
-1.31670400
-0.89473600
0.00540000
-1.76444200
-0.03078200
-4.88714400
-4.90931300
-6.21332500
-0.78717000
-3.46668000
0.58081700
2.32115000
1.83735500
3.11537900
2.79717000
-0.98419300
-1.07372400
-0.09768700
-1.85568900
-2.18921600
-2.47868300
-1.66669500
-1.47987700
-3.60368900
-3.54438700
-3.52423200
-4.60223400
-2.27009200
-1.32506100
-2.78606200
0.83235300
1.65135500
1.01548900

S1

-1.88109000
0.24329000
-0.90980800
3.45880000
1.13363800
1.10712900
1.33106100
1.25078200
1.37311800
1.78832200
3.72743000
0.26737600
3.95311700
-2.89743600
1.17455600
-1.03068900
1.04978700
1.41113100
1.31479000
2.43658600
1.92111100
3.06992000
1.70190500
1.38960000
2.26569100
0.82722000
0.75523200
-1.83483900
-2.34650900
-2.56921200
-1.04459200
0.98429200
0.01584000
1.76934000
1.06078000
4.27587800
4.43456800
5.07766700
-0.54514600
-0.18648700
-1.39085900



