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Figure S1. A multiple sequence alignment (using Clustal X2) of GT6 family members used
in this study. Loop1, Loop2, Loop3 and C-term are secondary structural regions of BoGT6a that
exhibit significant conformational changes upon ligand binding. A1-A7 are residues that
contribute towards acceptor binding and are boxed in blue colour. D1-D14 are donor binding
residues and are boxed in green colour. The residues in the box coloured in gold are the
manganese ion binding D-X-D motif of GTA/B and/or a3GT. In BoGTé6a this is replaced by N-X-N

motif.
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Figure S2. C-terminal conformational flexibility as observed in X-ray crystallographic
structures of BoGT6a and a3GT. (A) BoGTé6a (yellow) and BoGT6a-FAL (green); (B) a3GT (pea
colour) and a3GT in complex with UDP and GalNAc (PDB id: 1GX4) (light purple).

Time (min)
0 10 20 30 40 50 60 70 80
L B A BE BE BE BE AR B

S

o

Hcal/sec

kcal/mole of injectant

1] A

T

0 10 20 30 40 50 60

Molar ratio

Mcal/sec

keal/mole of injectant

Time (min)
0 10 20 30 40 50 60 70 O 10 20 30 40 50 60 70 80

i l “““I“ i ‘ { |i|ll(ll'l'-vr”,-

| R LT RN SR X RO PO B BT BN RUIK RLAU PRID oD Ben [

Il

| |
.

D W e T s mn B W RN REE NN DR B AR

B C

—

| | T T T B T T T
0 30 60 S0 120 150 O 10 20 30 40 S0

Molar ratio

Figure S3. Isothermal titration of BoGT6a with ligands. Titrations were with (A) UDP-GalNAc
(B) FAL and (C) FAL in the presence of 3 mM UDP (D). Both the ligand and sample were in 20mM
HEPES buffer pH 7.5, containing 1 mM DTT and 0.2M NaCl and the reaction cell was maintained
at 25 °C. The first injection in each titration was 5 pl of ligand and subsequent injections were 10
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ul. The upper section of each panel shows the exotherms of binding for each injection of ligand
and the lower, the integrated binding isotherm with the experimental points (filled circles) and
fitted line that gave the values for thermodynamic parameters give in Table 3.



