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Peptide bound Calmodulin

AG_s ™ <-13 3 -13to0+1.3
N > +13  in kI mol!

Fig.: Surface representations of a Calmodulin-peptide complex showing the
residue-wise changes in conformational free energy (AG_ ) of Calmodulin.
The shown peptide in blue cartoon representation is a target peptide sequence
from Calmodulin Kinase Kinase protein.
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Fig. 1: Figure showing the relation between the polar
solvation response, S_, (t) , and the collective single particle
reorientational correlation function, C, (t) for a dipolar IL,
[Bmim][BF,], at ~300 K. It reflects that indeed the single
particle reorientational dynamics can map the solvation
response [J. Chem. Phys. 2012, 137, 114501].
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Fig.: Demonstration of effect of external magnetic field on
the rheological properties of a magnetorheological fluid.
The lines are fit to the Herschel-Bulkley model.
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Fig: Computed magnetic moment at the Fe site plotted vs
the unit cell volume of the Fe-Nb complex. The hydrostatic
pressures corresponding to selected volumes are marked in
the upper ordinate. The t, and e, orbital occupations of Fe
in HS, IS and LS states are shown schematically. The inset
shows the crystal structure, highlighting the environment
around Fe, represented as magenta (dark) balls and Nb,
represented as yellow (light) balls.
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