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Supplementary File 1
Quality check for wtGALT at 310K
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Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation
(RMSD) of atom distances..
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Supplementary File 2

Quality check for p.GIn188Arg at 310K

le+06 T T T T 500m T T T T T T T a 2000® T T T T T T T a
a wl D C
M e L i 1800
300 o
0 — - 1 L |
Potential 200 — — 1600
= Kinetic En. L 7 r
= Total Energy |7 100 — il 5 1400 — N
1e+06 |- - = o - =
& L | & 1200 — =
= <
L i -100 — il g L i
- T T o o)
=200 — — 000
-2e+06 — — L il = i
-300 — = 800 — —
I i r m Temperature = = Volume |
-400 j -Pressure 6001 E’ i
3e+06 | L | L | L 5001 | | L | 1 | | | | |
50000 le+05 1.5e+05 2e+05 50000 1e+05 1,5e+05 2e+05 50000 le+05 1,5e+05 2e+05
10 T 0.8 T
. d ] . € ‘
ol B L i
L i 0,6 — =
2L | L i
P 4 05+ =
g o - E - 1
R 1 g 04~ -
=1
2k | g L A
0.3 —
4 -
3 - 0.2 |
2 — 0,1 _
1 L | | | | 0 | | | |
50000 le+05 1,5e+05 2e405 50000 le+05 1,5e+05 2e+05

Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation
(RMSD) of atom distances.
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Supplementary File 3
Quality check for wtGALT + ligands at 310K
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Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation

(RMSD) of atom distances.
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Supplementary File 4
Quality check for p.GIn188Arg + ligands at 310K
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Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation
(RMSD) of atom distances.
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Supplementary File 5
Quality check for wtGALT at 334K
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Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation
(RMSD) of atom distances.
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Supplementary File 6

Quality check for p.GIn188Arg at 334K
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Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation
(RMSD) of atom distances.



(kJ/mol)

Supplementary File 7
Quality check for wtGALT + ligands at 334K
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Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation
(RMSD) of atom distances.
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Supplementary File 8
Quality check for p.GIn188Arg + ligands at 334K
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Legend: a: evolution of potential, kinetic and total energy; b: evolution of
temperature and pressure; c: evolution of volume and density; d: variation of
minimum distance between periodic images; e: root mean square deviation
(RMSD) of atom distances.



