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Figure S1: Multiple sequence alignment (MUSCLE) of LecB sequences and color coded PA14-like strains (red) and
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UV straight calibration line

A280
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Figure S2: concentration determination of FITC-labeled lectin LecBpaoi and LecBpai4 by UV absorbance

measurements
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Figure S3: Structure of the best ligand identified by glycan array screening (compound 543).
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Figure S4: Dynamic light scattering of LecBpa14 suggested a tetramer in solution.
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Figure S5: (A) Titration of fluorescein-labeled fucose-based reporter ligand N-(fluorescein-5-yl)-N'-(a-L-fucopyranosyl
ethylen)-thiocarbamide (Hauck er al, ACS Chem. Biol., 2013) at 10 nM with LecBpais4 and determination of the
fluorescence polarization. (B) Competitive inhibition of the binding of N-(fluorescein-5-yl)-N'-(a-L-fucopyranosyl
ethylen)-thiocarbamide (10 nM) to LecBpai4 (100 nM) with various ligands. One representative titration of triplicates is

shown and error bars shown here represent standard deviation of triplicates on one plate.
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Figure S6: Isothermal microcalorimetry of LecBpai4 with methyl a-L-fucoside (2), methyl a-D-mannoside (5) and with

Lewis? (12)
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Figure S7: Isothermal microcalorimetry of LecBpais (top row) and LecBpao1 (bottom row) with H-type II antigen (15).
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Table S1: Data Collection and Refinement Statistics for LecBpai4 structures

IData-collection statistics

Complex

INative

Me-a-L-Fuc (2)

Man-o1,3-Man (11)

ILewis2 (12)

(Crystallization conditions

22% Peg8K, 0.2 M AMSOq,
0.1 M Tris pH 8.5

26% Peg8K, 1 M AMSOs,
0.1M Citric acid pH 3.8

24% Peg8K, 0.2 M AMSOq,
0.1M Tris pH 8.5

22% Peg8K, 0.2 M AMSOq4,
0.1M Tris pH 8.5

lcryoprotectant 10% glycerol added none 10% glycerol added Increase Peg8K to 30%
IBeamline ESRF IBM30A IBM30A 1D23-1 BM30A
Wavelength (A) 0.92053 0.92053 0.8726 98021
Spacegroup P2, P21212; P2, P2,
Unit cell: ab.c (A) apy ) 52949.6755 52.5 65.6 109.0 53.049.875.3 53.0 63.8 64.5

90.0 93.4 90.0 90.0 90.0 90.0 90.0 93.3 90.0 90.0 91.2 90.0
Resolution (outer shell), (A)  |{1.42-1.7 (1.73-1.70) 37.84-1.55 (1.58-1.55) 44.52-14 (1.42-1.40) 27.82-1.50 (1.53-1.50)
IMeasured/ Unique reflections (138777/43091 352300/55470 242799/76843 237721/66333
Average multiplicity 32(3.2) 6.4 (4.6) 32(24) 3.6 (2.7)
Rmerge 0.079 (0.295) 0.067 (0.392) 0.037 (0.178) 0.028 (0.147)
ICompleteness (%) 99.7 (99.0) 99.9 (98.5) 99.4 (94.9) 96.5 (72.4)
Mean 1/ ol 10.1 (3.4) 209 (34) 21 (5.4) 26.9 (5.6)
ICC1/2 0.992 (0.831) 0.999 (0.867) 0.999 (0.931) 0.999 (0.959)
Rerysil Riree 15.7/19.7 12.8/15.3 12.2/16.3 13.0/155
nb reflections/free reflections 40973/2104 52637/2763 72808/4016 62930/3384
Rumsa bonds, (A) 0.017 0.015 0.017 015
IRmsa angles (°) 1.60 1.64 1.80 1.71
Rmsd chiral (A3) 0.099 0.10 0.113 0.095
(Chain A B C D A B C D A B C D A B C D
Protcine atoms 835 | 831 | 844 | 838 | 838 | 838 | 817 | 817 | 843 | 843 | 846 | 828 | 852 | 843 | 844 | 839
IBfac (A2) 76 | 73 | 52 | 56 | 76 | 76 80 | 80 | 93 | 88 | 73 | 7.7 | 103 | 102 | 89 | 87
Calciuren 2 2 2 2 2 2 2 2 2 2 2 2 2 2. 2 2
IBfac (A2) 131 | 134 | 44 | 52 5.5 59 6.6 6.8 | 89 9.0 53 5.6 99 8.4 6.5 7.1
Liganda atoms 6 6 6 6 12 12 12 12 11 23 23 23 45 36 47 47
IBfac (A2) 170 | 146 | 6.7 54 6.4 7.0 7.0 72 | 154 | 160 | 150 | 146 | 203 | 173 | 157 | 180
\Water Enolecules 174 | 154 | 169 | 151 | 218 | 205 | 188 | 147 | 176 | 177 | 185 | 143 | 221 | 219 | 232 | 191
IBfac (A2) 200 | 183 | 186 | 19.5 | 20.7 | 20.1 | 21.6 | 22.0 | 22.0 | 224 | 223 | 222 | 249 | 245 | 234 | 234
IRamachandran plot :
E;B)"W’cd [Favored /Outliers 1591 97.1 /0 100/97.2/0 99.6/97.1/2 100/97.1/0
IPDBcode 5SA6Q SA6X SA6Y SA6Z
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