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Figure S1

SLBR-B – sTa-Thr
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Kd = 2.24 ± 0.43

SLBR-H – sTa-Thr
b

Kd = 2.51 ± 0.55

SLBR-H – 3’SLn

Kd = 1.23 ± 0.16
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Figure S2
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# Protein-ligand H-bonds
Bond Acceptor DonorH Donor Presence

1 0SA@O1A THR339@HG1 THR339@OG1 93.4

2 0SA@O1B THR339@H THR339@N 92.6

3 3LB@O6 TYR341@HH TYR341@OH 86.9

4 0SA@O8 ARG340@HH12 ARG340@NH1 83.2

5 LYS335@O 0SA@H4O 0SA@O4 59.8

6 TYR337@O 0SA@H5N 0SA@N5 51.8

7 0SA214@O9 ARG340@HH22 ARG340@NH2 42.5

8 ASP356@OD2 3VA@H4O 3VA@O4 27.5

9 ASP356@OD2 3LB@H6O 3LB@O6 17.0

10 ASP356@OD2 3VA@H6O 3VA@O6 16.5

11 0SA@O8 ARG340@HH22 ARG340@NH2 14.6

12 ASP356@OD1 3LB@H6O 3LB@O6 12.2
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Figure S3

ROESY free state

Tr-NOESY SLBR-H – sTa-Thr Tr-NOESY SLBR-B – sTa-Thrb c
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Figure S4
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Figure S5

# Protein-ligand H-
bond

Bond Acceptor DonorH Donor Presence

1 ASP481@O 0SA@H5N 0SA@N5 70.4

2 0SA@O1A THR483@HG1 THR483@OG1 62.4

3 0SA@O1B THR483@H THR483@N 60.9

4 TYR485@OH 3LB@H6O 3LB@O6 54.6

5 0SA@O9 ARG484@HH22 ARG484@NH2 34.4

6 0SA@O8 ARG484@HH12 ARG484@NH1 33.6

7 0SA@O1B THR483@HG1 THR443@OG1 22.9

8 3VA@O2N TYR443@HH TYR443@OH 19.3

9 0SA@O1A THR483@H THR483@N 15.2

10 ARG449@O 0SA@H9O 0SA@O9 14.0

a b

RMSD SLBR-B
RMSD sTa-Thr

c
f
y

Neu5Ac-α-(2,3)-Gal Gal-β-(1,3)-GalNAc

f
y

D
ih

ed
ra

l 
an

gl
e

Frame number

R
M

SD
 (Å

)

D
ih

ed
ra

l 
an

gl
e

Frame number Frame number

d
# Protein-ligand H-bonds

a



Figure S6

RMSD SLBR-H
RMSD 3’-SLn
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Bond Acceptor DonorH Donor Presence 

1 0SA@O1B THR339@HG1 THR339@OG1 92.3

2 0SA@O8 ARG340@HH12 ARG340@NH1 86.6

3 0SA@O1A THR339@H THR339@N 81.2

4 TYR337@O 0SA@H5N 0SA@N5 63.9

5 LYS335@O 0SA@H4O 0SA@O4 62.9

6 3LB@O6 TYR341@HH TYR341@OH 48.7

7 0SA@O9 ARG340@HH22 ARG340@NH2 46.1

8 GLU286@OE2 4YB@H6O 4YB@O6 45.2

9 ASP356@OD1 3LB@H6O 3LB@O6 36.7

10 ASP356@OD2 3LB@H6O 3LB@O6 29.8

11 GLU286@OE1 ROH@HO1 ROH@O1 23.5

12 0SA@O8 ARG340@HH22 ARG340@NH2 16.6

13 GLU286@OE1 4YB@H6O 4YB@O6 14.0
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Figure S7
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Figure S8
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a) SLBR-H – GM1b

b) SLBR-B – GM1b

Sia

Gal

GalNAc

Gal

Glc

Sia

Gal
GalNAc

Gal

Glc

Figure S9



Neu5A
c

Ga
l

GalNA
c

Thr

Thr

b

Neu5A
c

Ga
l

GalNA
c

Thr

Thr

aFigure S10



Figure S11 

S10 + 3’SLn

SLBR-H + sTa-Thr
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