Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2014

Supporting Information for:

The effect of water molecules upon the hydrogen-bonding
cooperativity of three-stranded antiparallel B-sheet models
Chang-Liang Sun'’, Fu Ding', Yan-Li Ding”, Yang Li’

(1. Center of Physical Chemistry Test, Shenyang University of Chemical Technology, Shenyang
110142, P. R. China)

(2. Department of Mathematics and Physics, Shenyang University of Chemical Technology, Shenyang
110142, P. R. China)

(3. Department of Chemistry, The Hong Kong University of Science and Technology, Clear Water Bay,
Kowloon, Hong Kong, People’s Republic of China)

* Author to whom correspondence should be addressed. Email: chemscl@126.com



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2014

All of the optimized geometrical coordinates of the ten three-stranded antiparallel diglypeptide B-
sheet models at the MP2/6-31G** level.
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