
Supplementary Table 1. Variation in amide HN chemical shifts with pH for selected oligosaccharides.

A. Titration of HA3
NN

Chemical shifts of high- and low-field components of each couplet are given, with their mean in bold
These data were fit to generate the pKa values shown in Table 1.

C. Titration of unlabelled HA4

B. Titration of ∆4,5-HA4

D. Titration of 15N-HA4



E. Titration of 15N-HA6

F. Titration of GlcNAc



Supplementary Table 2. Temperature coefficients of  amide HN chemical shifts in selected 
oligosaccharides.

A. Chemical shifts (ppm) and temperature coefficients at pH 6.0

These data were fit to generate the temperature coefficients values shown in Table 4.



A (cont). Chemical shifts (ppm) and temperature coefficients at pH 6.0

B. Chemical shifts (ppm) and temperature coefficients at pH 1.4



B (cont). Chemical shifts (ppm) and temperature coefficients at pH 1.4




