Supporting Information

Synthesis of the pentasaccharide unit of the Pseudomonas aeruginosa exopolysaccharide Psl
conjugation with CRM197, and evaluation of antigenicity in a QS-21/Pam3CSKs-liposomal
formulation

Uzoamaka Clara Bokolo'", Ravindika Dissanayake’’, Samir Ghosh'”, Shadia Nada’, Babatunde S.
Obadawo!, Erin G. Prestwich?, Katherine A. Wall** and Steven J. Sucheck'”
!Department of Chemistry and Biochemistry, The University of Toledo, 2801 W. Bancroft Street,
Toledo, OH 43606, United States
’Department of Medicinal and Biological Chemistry, The University of Toledo, 3000 Arlington Ave.,
Toledo, OH 43614, United States

S1



Table of Contents

Paper Title, author’s names, and school address

'H and '3C NMR spectra of the synthesized compounds
HRMS and ESI Mass Spec of compounds

SDS PAGE of conjugate 16

MALDI-TOF data of compound 16

SDS-PAGE of conjugate 17

MALDI-TOF of conjugate 17

DLS data on liposomes

Page No.

S1
S3-S13
S14-S17
S18
S19
S19
S20
S21-S23

S2



Spectral Data

Figure S1: 'H and *C NMR of compound 12d (CDCl3, 600 MHz)
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'H and 3C NMR of compound 9 (CDCl3, 600 MHz)
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'H and '3C NMR of compound 14 (CDCl3, 600 MHz)
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'H and '3C NMR of Compound 5 (CDCls, 600 MHz)
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Figure S9: 'H and '*C NMR of Compound 3 (CDCl3, 600 MHz)
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Figure S12: HRMS Data of Compound 1
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Figure S13: ESI-MS of Compound 15
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Figure S14: ESI-MS of Psl-Biotin conjugate 18
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Figure S15: SDS PAGE of Compound 16
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Figure S16: MALDI-TOF data of Compound 16
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Figure S17: SDS-PAGE of BSA conjugate to Psl (Compound 17)
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Figure S18: MALDI-TOF of BSA Conjugate to Psl (Compound 17)
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Table S1: DLS data for QS-21 and QS-21 + PsI-CRM197 (16) liposomes.
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Figure S19A: Vaccine DLS Data (DMPG/DMPC/Cholesterol/Pam3CysSK4/QS-21/16): Phase Plot
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Figure S19B: Vaccine DLS Data (DMPG/DMPC/Cholesterol/Pam3CysSK4/QS-21/16): Size

Distribution
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Figure S19C: Vaccine DLS Data (DMPG/DMPC/Cholesterol/Pam3CysSK4/QS-21/16): Zeta

Potential
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Figure S19D: Vaccine DLS Data (DMPG/DMPC/Cholesterol/Pam3CysSK4/QS-21/16): Zeta

Potential

Correlation Function
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