Electronic Supplementary Material (ESI) for MedChemComm.
This journal is © The Royal Society of Chemistry 2016

Supporting Information to

Development of a competitive binding assay for the Burkholderia cenocepacia
lectin BC2L-A and structure activity relationship of natural and synthetic

inhibitors

Ghamdan Beshr®?*, Roman Sommer®*<*  Dirk Hauck®¢, David Chan Bodin Siebert®<f Anna

Hofmann®#, Anne Imberty? and Alexander Titz®b<*

3Chemical Biology of Carbohydrates, Helmholtz Institute for Pharmaceutical Research Saarland
(HIPS), D-66123 Saarbriicken, Germany

"Deutsches Zentrum fiir Infektionsforschung (DZIF), Standort Hannover-Braunschweig, Germany
‘Department of Chemistry and Graduate School Chemical Biology, University of Konstanz,
D-78457 Konstanz, Germany

dCentre de Recherches sur les Macromolécules Végétales (CERMAV)-CNRS and Université
Grenoble Alpes, F-38041 Grenoble, France

*Corresponding author
Chemical Biology of Carbohydrates, Helmholtz Institute for Pharmaceutical Research Saarland

D-66123 Saarbriicken, email: alexander.titz@helmholtz-hzi.de

# Both authors contributed equally.

fCurrent address: Institute for Applied Synthetic Chemistry, TU Wien, Getreidemarkt 9, A-1060

Vienna, Austria

iCurrent address: Institute of Pharmacy and Food Chemistry, University of Wiirzburg, D-97074

Wiirzburg, Germany.


mailto:alexander.titz@helmholtz-hzi.de
mailto:alexander.titz@helmholtz-hzi.de

TH-NMR, BC-NMR and '"?F-NMR traces of synthesized compounds
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Table S1: Calculation of inhibition constants (Ki) from ICso values

Kq (tracer 3) [uM] 3.1

concentration of 3 [uM] 0.01

compound ICso [UM]  Ki [uM]
1 10.8 10.8
5 498 496.4
10 13 13.0
11 2.9 2.9
12 7.0 7.0
14 14.5 14.5
15 7.4 7.4
20 116 115.6
21 104 103.7
22 64 63.8
25 19 18.9
26 13.8 13.8

Calculation performed using the Cheng-Prusoff equation initially developed for competitive inhibition of
enzymes (Cheng, Y.C. and Prusoff, W.H. Biochem. Pharm.,1973, 22:3099-108).
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TH-NMR trace of 1
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TH-NMR trace of 35
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