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Hydration structure analysis: First “user data-sets”: B-lactamase with bound BZB inhibitor
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Taken from: Science 345, 142 (2014);

S i Standard Oxford cryostream 700+ :
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The Compound I structure shows a
Fe=0 double bond and not a Fe-OH.
Also, the Histidine 52 is protonated in
two positions.
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0 2Fo-Fc map; +1.56 Wl 2Fo-Fc map; +1.56 The structure of compound | of CcP in the region of the heme. Nuclear user.frm2.tum.de
E Egig gm:imgg ;g'gz scattering density (2Fo-Fc contoured at 2.2 RMS) in the (A) distal and (B) fzj.frm2.tum.de

proximal heme pocket. Electron density (2Fo-Fc contoured at 2.6 RMS) in Next Proposal Deadline:

(C) and (D). \January, 16th 2015! )

Contact: t.schrader@fz-juelich.de, Andreas.Ostermann@frm2.tum.de http://www.mlz-garching.de/biodiff

Niimura N, Chatake T, Ostermann A, Kurihara K, Tanaka T. (2003) Z. Kristallogr. 218:96 — temperature range: 90 - 500K

— stable, no icing over weeks
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