Revealing the binding modes and the unbinding of
14-3-3c proteins and inhibitors by computational
methods

Guodong Hul, Zanxia Caol, Shicai Xul, Wei Wangz’ * Jihua Wangl’ *

! Shandong Provincial Key Laboratory of Functional Macromolecular Biophysics and College

of Physics and Electronic Information, Dezhou University, Dezhou, 253023, China;

* National Laboratory of Solid State Microstructure and Department of Physics, Nanjing

University, Nanjing, 210093, China

Authors to whom correspondence should be addressed; E-Mail: wangwei@nju.edu.cn; (W.

W.) jhw25336@126.com (J. W.); Tel.: +86-534-8985879; Fax: +86-534-8985884.



(=]

2
Arg133
Residue sequence

Ly

L=} ;m ] D

w 2
- _J_

npisal-10}iqiyu|

uy

< W <

If/E20Y) UONOE.IE

npisal-Jojciyu)

for the compounds R2- R7.
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Figure S2. Plots A and B are the work done along the forward and reverse pulling paths
for compound R1 and RS, respectively. In the forward direction, the atoms of a inhibitor
were pulled away from the binding site. In the reverse direction, the atoms of a inhibitor

were pulled back to the binding site.



