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Additional Figures
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Figure S1. Protein extraction from B. cenocepacia. Only soluble proteins loaded onto the gel.



Figure S2. XylA predicted structure for C. phytofermentans.

Figure S3. XylA predicted structure for Piromyces sp. E2.
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Figure S4. Ramachandran plot of B. cenocepacia XI theoretical model.
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Figure SS5. Ramachandran plot of C. phytofermentans XI theoretical model.
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Figure S6. Ramachandran plot of Piromyces sp. XI theoretical model.
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Figure S7. Global RMSD during dynamics. Blue: B. cenocepacia. Green: C.
phytofermentans. Red: Piromyces sp.
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Figure S8. 3D RMS fluctuation. A) B. cenocepacia. B) C. phytofermentans. C) Piromyces sp.
Structures are in a tube representation where thickness and color represents flexibility. Hot
colors represent a higher fluctuation during dynamics simulation.
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Figure S9. RMSF variation during dynamics simulation. Blue: B. cenocepacia. Green: C.

phytofermentans. Red: Piromyces sp



T

oosf-T i T=A
s~ B, cenocepacia | — ¢
Z oo —D
0.02

L T L T P
0 5 10 15
T I S —

0.08
w 0.06 —
7} N
2004

0.02~

C. phytofermentans

0.08
w, 0.06
7] N
20041

0.02

Figure S10. D-xylose RMSF inside the active site during dynamics simulation. A) RMSF
for each xylose atom. B) D-xylose structure with each atom numbered.
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Figure S11. Binding site pocket volume. The volume of the protein binding site domain cavity
was calculated from the overall average structure resulted from dynamics simulation. The
column bars represent the standard error. Data shown are representative of an average of 4
domains from each protein.



Figure S12. XylA protein sequence alignment. Arrows indicate substrate and metal binding
sites.

CLUSTAL multiple sequence alignment by MUSCLE (3.8)
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