Electronic Supplementary Material (ESI) for Metallomics.
This journal is © The Royal Society of Chemistry 2015

Supplemental Table 1. Summary of Zn* EXAFS fitting analysis for all M3M4 samples using single-
scattering model. Data fit over a k range of 1 to 13.5 A™". Best fit simulation parameters are partitioned
between independent ligand scattering environments in the nearest neighbor and long range interactions.

Nearest-Neighbor Ligand Long-Range Ligand
Environment® Environment®
Sample | Fit° | Ato  R(A)" C.N.* o'’ | Atom® R(A)® C.N* 2t Fro
mC
Wildtype [ 1 | ON 201 25 5.4 155
+0.52Zn 2 | OIN  1.99 2.5 5.4 0.525
S 2.28 1.5 5.1
3 | OIN  1.99 2.5 4.9 C 304 45 62 | 012
S 2.28 1.5 5.2 C 326 50 5.7
C 346 55 37
C 375 70 50
C 400 110 47
Wild-type ON 201 3.0 46 1.90
+12Zn ON  1.99 3.0 4.0 1.41
S 2.28 1.0 43
3 ON  1.99 3.0 5.1 C 306 50 40 | 071
S 2.27 1.0 5.2 C 328 65 45
C 346 50 4.6
C 399 35 49
C 443 40 13
C 462 40 18
Wild-type O/N 1.99 3.5 4.8 0.54
2+
+27Zn ON  1.99 35 48 C 302 10 03 | 041
ON  1.99 35 4.8 C 302 10 38 | 0.23
C 341 120 41
C 371 40 41
C 394 25 38
C 410 75 A7
C436A/ O/N  1.98 4.0 46 0.84
HA3BA/ ON 198 4.0 4.7 C 301 25 51 | 073
H441A
ON  1.98 4.0 4.7 C 300 25 48 | 0.33
C 376 60 1.3
C 391 60 0.3
C 403 80 02
H443A/ ON 201 3.0 5.3 1.62
HA46A/ ON 199 3.0 4.8 0.71
H448A S 2.28 15 5.0
3 ON 198 3.0 5.0 C 306 25 33 | 019
S 2.27 1.5 5.3 C 334 50 13
C 390 60 11
C 406 20 21
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2 Independent metal-ligand scattering environments at R < 3.0 A

® Independent metal-ligand scattering environments at R > 3.0 A

¢ Scattering atoms: S (Sulfur), C (carbon), O (oxygen), N (nitrogen)

¢ Average metal-ligand bond length

¢ Average metal-ligand coordination number

" Average Debye-Waller factor in A? x 10°

9 Number of degrees of freedom weighted mean square deviation between data and fit
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