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Supplemental Figure 1. Amber charges are given in (a) IdoA, (b) GIcA (c) GIcNS (d) GIcNAc, and (e) pnp.
Amber atom types are indicated for non-standard atoms in parenthesis. Other relevant non-standard amber
parameters are given in (f).
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Supplemental Figure 1. continued.
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Non-standard amber parameters used in the
present study.

Mass
S6 32.06
NO 14.01

Bond Kgr Req
NT-S6 300.0 1.696
S6-O  300.0 1.470
CA-NO 337.0 1.460
O-NO 337.0 1.220

Angle 0 beq
CT-OH-CA 50.0 116.90
CT-OH-CT 50.0 116.90
H2-CT-OH 50.0 110.90
OS-CT-OH 160.0  110.00
CA-NO-O 50.0 118.30
O-NO-O 50.0 123.40
NO-CA-CA 63.0 119.30
CT-NT-S6 100.0 116.60
NT-S6-O 50.0 105.20
S6-NT-H 50.0 107.30
0-S6-0 50.0 113.40

Dihedral div. Vn/2 Y n
X -S6-NT-X 6 1.80 0.0 3.
O-NO-CA-CA 1 250 180.0 -2
O-NO-CA-CA 1 2.00 0.0 1.
NO-CA-CA-HA 1 250 180.0 -2.
NO-CA-CA-HA 1 2.00 0.0 1.
Improper Vn/2 Y n

X -X -NO-O 1.1 180. 2.

Non-bonded R* €
S6 2.0000 0.2500
NO 1.8240 0.1700
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