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SUPPLEMENTARY TABLES 

 

Supplementary Table S1: Overview of the nomenclature and structure of N-glycans used for MD 

simulations of glycosylated CBG. The 3D structures of the glycans can be generated via GLYCAM-Web 

by copying the glycan structures into the carbohydrate builder on GLYCAM-Web or built via URL by 

preceding each structure with “http://glycam.org/url?condensed=”. 

 

 

Glyco-

form 

Glycan structure (Condensed GLYCAM 

nomenclature) 

Structure 

BS2 DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-2DManpa1-

6[DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

2DManpa1-3]DManpb1-4DGlcpNAcb1-

4DGlcpNAcb1-OH 

 

TS3-A DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-2DManpa1-

6[DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

2[DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

4]DManpa1-3]DManpb1-4DGlcpNAcb1-

4DGlcpNAcb1-OH 

 

DTS3-A DGalpb1-4DGlcpNAcb1-2DManpa1-6[DGalpb1-

4DGlcpNAcb1-2[DGalpb1-4DGlcpNAcb1-

4]DManpa1-3]DManpb1-4DGlcpNAcb1-

4DGlcpNAcb1-OH 

 

TS3f-A DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-2DManpa1-

6[DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

2[DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

4]DManpa1-3]DManpb1-4DGlcpNAcb1-4[LFucpa1-

6]DGlcpNAcb1-OH 

 

TS3-B DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

2[DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

6]DManpa1-6[DNeup5Aca2-3DGalpb1-

4DGlcpNAcb1-2DManpa1-3]DManpb1-

4DGlcpNAcb1-4DGlcpNAcb1-OH 

 

DTS3-B DGalpb1-4DGlcpNAcb1-2[DGalpb1-4DGlcpNAcb1-

6]DManpa1-6[DGalpb1-4DGlcpNAcb1-2DManpa1-

3]DManpb1-4DGlcpNAcb1-4DGlcpNAcb1-OH 

 

TS3f-B DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

2[DNeup5Aca2-3DGalpb1-4DGlcpNAcb1-

6]DManpa1-6[DNeup5Aca2-3DGalpb1-

4DGlcpNAcb1-2DManpa1-3]DManpb1-

4DGlcpNAcb1-4[LFucpa1-6]DGlcpNAcb1-OH 

 


