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Figure S1. Triplicate eABF AG(a1, o2) data for the o~ and f-anomers of D-glucose (Glc) and the corresponding
O-methyl glycosides. First row: aGlc; second row: MeaGlc; third row: fGlc; fourth row: MefGlc. AG(a, or2)
is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and labeled every 2
kcal/mol.
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Figure S2. Triplicate eABF AG(au, o) data for the a- and f-anomers of N-acetyl-D-glucosamine (GlcNAc)
and the corresponding O-methyl glycosides. First row: aGIcNAc; second row: MeaGIcNAc; third row:
PGIcNAG; fourth row: MefGIcNAc. AG(a, a2) is in kecal/mol, with contours drawn every 1 kcal/mol, colored
from 0-3 kcal/mol, and labeled every 2 kcal/mol.



A "i;'--:k\i 3 75 E Zzz=saaNNN\\\aEPZ T ”"—=-;;\i
, 50 f
e 2 25 =
0 3
—li—
-50
2 i g
1\ Z: 0 -75 N\NublVE% {

g 3 75 TS
] ]

A rnrnv;;;:ii\ 3 75 =SSN AR '""";;Ei ZZ=
N ;/)?
50 [

50 f
2H 2 25 &= 4 2 25 E7
0 _.,x

0 E
1 -5 7

=+ 1 25 Z
— g
-50 E

%
2
7 -50 l' 7
7 E 7))/ K
N Z 0 -75 NV VA 111 he N % 0 -75 NS VAN 111

ey 3 75 g
: 0 F{O))
~“H 2 25 \ _
o &

i \E 3 75 i 2 RRNe O
7

50

1 i

aH 2 25 =

4 -

0 B

3 % 3 ; A
= 1 -25 Z — 1 =25 £
N 7 <
7 %
P -50 g -50 g p
7 A\ . 2/ N\ - 4
= 7 0 -75 NN AT NSNS 0 -75 INE-M AT NANASEEZE 7!

LR (- J—
7
7/
50 [
2 25 R
0 ~7 %
1 -25 E
50
0 -75 '§§s!l A ;‘ L OGN '_;/,//

§ '.'" —'!r' 275558 3 75 2 ZZ=33% E“ CFF —Er'—;--:s:::
i A 50 i
i (11 4
.‘. 2 ] It %
N = 2 25 K=
= i / ’ =
£ Z 1 25 E =
— > =
=~ _50 ~
7 ) k> )
1 /7! i V/
N ( 27 N y ( 7
N/ NQN=2Z57 0 -75 NN AT T NS

-75-50-25 0 25 50 75 -75-50-25 0 25 50 75 -75-50-25 0 25 50 75

Figure S3. Triplicate eABF AG(ai1, a2) data for the o- and f-anomers of D-galactose (Gal) and the
corresponding O-methyl glycosides. First row: aGal; second row: MeaGal; third row: fGal; fourth row:
MefGal. AG(a, ae) is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and
labeled every 2 kcal/mol.
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Figure S4. Triplicate eABF AG(au1, a2) data for the o~ and f-anomers of N-acetyl-D-galactosamine (GalNAc)
and the corresponding O-methyl glycosides. First row: aGalNAc; second row: MeaGalNAc; third row:
PGalNAc; fourth row: MefGalNAc. AG(au, az) is in kcal/mol, with contours drawn every 1 kcal/mol, colored
from 0-3 kcal/mol, and labeled every 2 kcal/mol.
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Figure S5. Triplicate eABF AG(a1, a2) data for the o- and f-anomers of D-mannose (Man) and the
corresponding O-methyl glycosides. First row: eMan; second row: MeaMan; third row: fMan; fourth row:
MepMan. AG(au, az) is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and
labeled every 2 kcal/mol.
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Figure S6. Triplicate eABF AG(a, a2) data for the - and f-anomers of D-xylose (Xyl) and the corresponding
O-methyl glycosides. First row: aXyl; second row: MeaXyl; third row: gXyl; fourth row: MefXyl. AG(a, o)
is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and labeled every 2
kcal/mol.
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Figure S7. Triplicate eABF AG(a, a2) data for the - and f-anomers of L-fucose (Fuc) and the corresponding
O-methyl glycosides. First row: aFuc; second row: MeaFuc; third row: fFuc; fourth row: MefFuc. AG(a, or2)
is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and labeled every 2
kcal/mol.
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Figure S8. Triplicate eABF AG(a, a2) data for the o- and f-anomers of N-acetyl-D-neuraminate (Neu5Ac)
and the corresponding O-methyl glycosides. First row: aNeu5Ac; second row: MeaNeuSAc; third row:
PNeubAc; fourth row: MefNeu5Ac. AG(a, a2) is in keal/mol, with contours drawn every 1 kcal/mol, colored
from 0-3 kcal/mol, and labeled every 2 kcal/mol.
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Figure S9. Triplicate eABF AG(au, az2) data for the o- and f-anomers of D-glucuronate (GlcA) and the
corresponding O-methyl glycosides. First row: aGlcA; second row: MeaGlcA; third row: SGlcA; fourth row:
Me/fGlcA. AG(ou, a2) is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and
labeled every 2 kcal/mol.
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Figure S10. Triplicate eABF AG(ai, az2) data for the o~ and f-anomers of L-iduronate (IdoA) and the
corresponding O-methyl glycosides. First row: aldoA; second row: MealdoA; third row: fldoA; fourth row:
MepldoA. AG(ou, a2) is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and
labeled every 2 kcal/mol.
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Figure S11. Triplicate eABF AG(a, az) data for the a- and f-anomers of D-idose (Ido) and the corresponding
O-methyl glycosides. First row: aldo; second row: Mealdo; third row: fldo; fourth row: Mefldo. AG(as, a2)
is in kcal/mol, with contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and labeled every 2
kcal/mol.
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Figure S12. Triplicate eABF AG(au, az) data for tetrahydropyran (THP). AG(au, o) is in kcal/mol, with
contours drawn every 1 kcal/mol, colored from 0-3 kcal/mol, and labeled every 2 kcal/mol.



