SUPPORTING INFORMATION
Functional and structural characterization of a thermostable acetyl esterase from Thermotoga maritima

Mark Levisson', Gye Won Han*", Marc C. Deller™?, Qingping Xuz"f, Peter Biely’, Sjon Hendriks', Lynn F. Ten Eyck®’, Claus Flensburg®, Pietro
Roversig, Mitchell D. Miller2’4, Daniel McMullang, Frank von Delft*** , Andreas Kreuschm, Ashley M. Deacon”*, John van der Oostl, Scott A.
Lesley”™' Marc-André Elsliger™, Servé W. M. Kengen'’, Ian A. Wilson™**

'Laboratory of Microbiology, Wageningen University, 6703 HB, Wageningen, The Netherlands

*Joint Center for Structural Genomics, http://www.jcsg.org

*Department of Molecular Biology, The Scripps Research Institute, La Jolla, California 92037

*Stanford Synchrotron Radiation Lightsource, SLAC National Accelerator Laboratory, Stanford University, Menlo Park, California 92045
*Institute of Chemistry, Slovak Academy of Sciences, 845 38 Bratislava, Slovakia

Department of Chemistry and Biochemistry, University of California at San Diego, La Jolla, California 92093-0505

’San Diego Supercomputer Center, University of California at San Diego, La Jolla, California 92093-0505

$Global Phasing Ltd. Sheraton House, Castle Park, Cambridge CB3 0AX, United Kingdom

’Protein Therapeutics Department, Genomics Institute of the Novartis Research Foundation, San Diego, California 92121

%protein Sciences Department, Genomics Institute of the Novartis Research Foundation, San Diego, California 92121

"ML and GWH contributed equally to this work.

fCorrespondence to:

Ian A. Wilson, Ph.D., Department of Molecular Biology, The Scripps Research Institute, La Jolla, California 92037; (858) 784-2939 Fax: (858) 784-
2980; E-mail:wilson@scripps.edu or Servé W. M. Kengen, Ph.D., Laboratory of Microbiology, Wageningen University, 6703 HB, Wageningen, The
Netherlands; 31 317 483737, Fax: 31 317-483829; E-mail: serve.kengen@wur.nl

}Current address: The Structural Genomics Consortium, Roosevelt Drive, Headington, Oxford OX3 7DQ, UK

Page 1 of 6



Figure S1

Multiple Sequence Alignment of CE7 Members. The alignment consists of 50 amino-acid sequences in the CE7 family, including the
TMO0077 sequence. The conserved residues are in bold and a consensus is shown underneath the alignment. The serine, aspartate and
histidine that constitute the catalytic triad are marked with a square (m). Codes: for most sequences their locus tag is given; sequences
without locus tag: Tsp-JW _axe, acetyl xylan esterase 1 from Thermoanaerobacterium sp. 'TW/SL YS485; Gstea estA, esterase from
Geobacillus stearothermophilus; and Bpumi_axe, acetyl xylan esterase from Bacillus pumilus. All sequences can be obtained from
CAZy (http://www.cazy.org/fam/CE7.html).
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