
 

 

PLEASE SCROLL DOWN FOR ARTICLE

This article was downloaded by:
On: 28 January 2011
Access details: Access Details: Free Access
Publisher Taylor & Francis
Informa Ltd Registered in England and Wales Registered Number: 1072954 Registered office: Mortimer House, 37-
41 Mortimer Street, London W1T 3JH, UK

Phosphorus, Sulfur, and Silicon and the Related Elements
Publication details, including instructions for authors and subscription information:
http://www.informaworld.com/smpp/title~content=t713618290

Conformational Modeling of PEVK-TITIN
Ming Sunab; Yan-Mei Lia; Bo Tana; Yang Jianga; Yu-Fen Zhaoa

a Tsinghua University, China b Tianjin Normal University, China

Online publication date: 27 October 2010

To cite this Article Sun, Ming , Li, Yan-Mei , Tan, Bo , Jiang, Yang and Zhao, Yu-Fen(2002) 'Conformational Modeling of
PEVK-TITIN', Phosphorus, Sulfur, and Silicon and the Related Elements, 177: 8, 2069 — 2070
To link to this Article: DOI: 10.1080/10426500213298
URL: http://dx.doi.org/10.1080/10426500213298

Full terms and conditions of use: http://www.informaworld.com/terms-and-conditions-of-access.pdf

This article may be used for research, teaching and private study purposes. Any substantial or
systematic reproduction, re-distribution, re-selling, loan or sub-licensing, systematic supply or
distribution in any form to anyone is expressly forbidden.

The publisher does not give any warranty express or implied or make any representation that the contents
will be complete or accurate or up to date. The accuracy of any instructions, formulae and drug doses
should be independently verified with primary sources. The publisher shall not be liable for any loss,
actions, claims, proceedings, demand or costs or damages whatsoever or howsoever caused arising directly
or indirectly in connection with or arising out of the use of this material.

http://www.informaworld.com/smpp/title~content=t713618290
http://dx.doi.org/10.1080/10426500213298
http://www.informaworld.com/terms-and-conditions-of-access.pdf


July 1, 2002 16:31 GPSS TJ525-78

Phosphorus, Sulfur and Silicon, 2002, Vol. 177:2069–2070
Copyright C© 2002 Taylor & Francis
1042-6507/02 $12.00 + .00
DOI: 10.1080/10426500290094422

CONFORMATIONAL MODELING OF PEVK-TITIN

Ming Sun,a,b Yan-Mei Li,a Bo Tan,a Yang Jiang,a
and Yu-Fen Zhao,a

Tsinghua University, Chinaa and Tianjin Normal
University, Chinab

(Received July 29, 2001; accepted December 25, 2001)

Titin is a class of elastic protein with a flexible elastic segment of PEVK,
proline, glutamate, valine, and lysine.1 The extension of this PEVK
segment is a key event in the elastic response of striated muscle to
passive stretch.2

The conformational modeling on designed template molecules PEVK
and phosphorylized PEVK(PEVK-P) was carried out with the purpose
of understanding how the conformation of the peptide was controlled by
phosphorylation and de-phosphorylation. Conformational searches was
performed with MacroModel3 version 7.0 on SGI O2 R12000 worksta-
tion. MacroModeimplementation of AMBER* force filed and GB/SA sol-
vate continuum model were used. The study revealed that the phospho-
rylation may destroy some hydrogen bonds in PEVK molecule, which
could result in the extension of PEVK molecule. Figure 1 shows the
molecular structures of typical low energy conformers of PEVK and
PEVK-P, respectively.

FIGURE 1 Molecular structures of typical low energy conformer of PEVK and
PEVK-P.
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