
Electronic Supplementary Information 
 

 
Synthesis, molecular dynamics simulations, and biology of a carba-analogue of 

the trisaccharide repeating unit of Streptococcus pneumoniae 19F capsular 

polysaccharide† 

Laura Legnani,a ‡ Silvia Ronchi,b, c, ‡ Silvia Fallarini,d Grazia Lombardi,d Federica Campo,d Luigi 

Panza,d Luigi Lay,e Laura Poletti,e.Lucio Toma,a Fiamma Ronchettib and Federica Compostella* b 

 
a Dipartimento di Chimica Organica, Università di Pavia, Via Taramelli 10, 27100 Pavia, Italy 
b Dipartimento di Chimica, Biochimica e Biotecnologie per la Medicina, Università di Milano, Via 

Saldini 50, 20133 Milano, Italy. Fax: +39 02 50316036: Tel.: +39 02 50316045; E-mail: 

federica.compostella@unimi.it 
c Present address: Istituto di Scienze e Tecnologie Molecolari, C.N.R., c/o Polo Scientifico 

Tecnologico, Via Fantoli 16/15, 20138 Milano, Italy 
d Dipartimento di Scienze Chimiche, Alimentari, Farmaceutiche e Farmacologiche, Università del 

Piemonte Orientale, Via Bovio 6, 28100 Novara, Italy 
e Dipartimento di Chimica Organica e Industriale and CISI, Università di Milano, Via Venezian 21, 

20133 Milano, Italy 

 

 

 

 

 

Table of contents 

 

Figure S1        page S2 

Figure S2        page S3 
13C and 1H spectra of compounds 9, 12, 6, 17, 4   page S4- S8 

 

 

 

 



 S2

 

 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
Figure S1 History of φ3 from the MD simulations of the monosaccharide substructures, α-L-Rhap-
1-OPO3H2 (A) and the corresponding carba analogue (B), in vacuum (left) and using explicit water 
as solvent (right). 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

B

A
vacuum 

vacuum 

explicit water 

explicit water 



 S3

 
 
   
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
   
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S2 Scatter plots on the φ2/ψ2 map and history of φ3 from the MD simulations of the 
disaccharide substructures, α-D-Glcp-(1→2)-α-L-Rhap-1-OPO3H2 (A) and the corresponding carba 
analogue (B), in vacuum (left) and using explicit water as solvent (right).
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