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A combination of synthetic carbohydrate chemistry and molecular modeling 
experiments are used to design anti-tumor vaccines based on the tumor associated 
carbohydrate antigen DimLex (1). Biased stochastic conformational searches [1] were 
applied to Lex (2) and analogues 3-5. The conformations generated randomly were 
first minimized using the PEFSAC95 force field and those found within 10 kcal of the 
global minimum were re-minimized using CHARMm22 and AMBER94. Syntheses of 
2-5 will be described and the results of NMR experiments acquired to support the 
conformations identified in the stochastic searches will be presented. The global 
minimum identified for Lex is in agreement with conformations described in the 
literature [2].  
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2 R1 = NHAc, R2 = OH, R3 = H
3 R1 = NHAc, R2 = H, R3 = OH
4 R1 = OH, R2 = OH, R3 = H
5 R1 = OH, R2 = H, R3 = OH

1 DimLex
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