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4. CONTENTS

NMR spectroscopy.zip

FID data and associated files for the 1H, 13C, COSYand HSQC spectra where available for
compounds shown below. 1H NMR of 10and 13recorded at 275K; water suppressed via
presaturation.
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Protein_ESMS_BAF.zip
Bruker electrospray mass spectrometry .baf files for derivatives of the CTB(W88E) protein

Folder Code Description

WS8SE CTB(W88E) following purification

Ox-WS8SE Oxidised-CTB(W88E) prepared by treatment of CTB(WS8S8E)
with NalO4 for 5 mins




BCN-WS8S8E Product of oxime ligation reaction between oxidised
CTB(W88E) and aminooxybicyclononyne following purification
by desalting column

(Lac)BCN-CTB(WS88E) | product of SPAAC ligation of BCN-CTB(WS88E) and lactosyl

azide (9)
(GM1)BCN- product of SPAAC ligation of BCN-CTB(W88E) and GM1 azide
CTB(WSSE) (13)
Met-WS8S8E CTB(M37L-M68L-M101L-K43M-W88E) - non-binding CTB

mutant with native methionine residues mutated to leucine
and K43 mutated to methionine

N3-WS8SE Met-WB88E expressed in defined growth media supplemented
with azidohomoalanine in place of methionine

(Lac)N3-WS8S8E-1hr product of SPAAC ligation of N3-W88E and lactose-BCN oxime
(7) after 1 hr, 2 hr, 3 hr, 4 hr in the timecourse

(Lac)N3-WS8S8E-2hr
(Lac)N3-W8S8E-3hr

(Lac)N3-WSSE-4hr

(GM1)N3-WS8SE product of SPAAC ligation of N3-W88E and GM1-BCN oxime
(11)

CD.zip

CD measurements performed on a Jasco J715 spectropolarimeter at 20 °C, over a wavelength
range of 260-180 nm. The measurements were made using a cuvette of 1 mm path length,
with a bandwidth of 2.5, a step of 1 nm, at 1 sec per step.

PBS 00002.csv: phosphate-buffered saline
CTBwt00003.csv: wild type El Tor cholera toxin B-subunit 0.17 g/mL
CTBw88e00004.csv: W8SE mutant of wild type El Tor cholera toxin B-subunit 0.16 g/mL

5. METHODS

Detailed information about methods is available in the related publication in Section 1
above.



