
Documents

Aparicio, F., González-Rivas, N., Ireta, J., Rojo, A., Escobar, L.I., Cedillo, A., Galván, M.
Soft-Soft interactions in the protein-protein recognition process: The K + channel-charybdotoxin case
(2012) International Journal of Quantum Chemistry, 112 (22), pp. 3618-3623. 

Document Type: Article
Source: Scopus

Ireta, J.
Microsolvation effects on the stability of polyalanine in extended and polyproline II conformation
(2012) International Journal of Quantum Chemistry, 112 (22), pp. 3612-3617. Cited 1 time.

Document Type: Article
Source: Scopus

Ismer, L., Ireta, J., Neugebauer, J.
A density functional theory based estimation of the anharmonic contributions to the free energy of a polypeptide
helix
(2011) Journal of Chemical Physics, 135 (8), art. no. 084122, . 

Document Type: Article
Source: Scopus

Ireta, J.
Microsolvation effect on the twist of β-sheets
(2011) Journal of Chemical Theory and Computation, 7 (8), pp. 2630-2637. Cited 6 times.

Document Type: Article
Source: Scopus

Tkatchenko, A., Rossi, M., Blum, V., Ireta, J., Scheffler, M.
Unraveling the stability of polypeptide helices: Critical role of van der Waals interactions
(2011) Physical Review Letters, 106 (11), art. no. 118102, . Cited 12 times.

Document Type: Article
Source: Scopus

Ireta, J., Scheffler, M.
Density functional theory study of the conformational space of an infinitely long polypeptide chain
(2009) Journal of Chemical Physics, 131 (8), art. no. 085104, . Cited 4 times.

Document Type: Article
Source: Scopus

Penev, E., Ireta, J., Shea, J.-E.
Energetics of infinite homopolypeptide chains: A new look at commonly used force fields
(2008) Journal of Physical Chemistry B, 112 (22), pp. 6872-6877. Cited 9 times.

Scopus - Print (17 January 2013) http://www.scopus.com/citation/print.url?origin=resultslist&sid=40EE3...

1 de 3 21/01/2013 07:45 a.m.



Document Type: Article
Source: Scopus

Ismer, L., Ireta, J., Neugebauer, J.
First-principles free-energy analysis of helix stability: The origin of the low entropy in π helices
(2008) Journal of Physical Chemistry B, 112 (13), pp. 4109-4112. Cited 5 times.

Document Type: Article
Source: Scopus

De Gortari, I., Galván, M., Ireta, J., Segall, M., Pickard, C.J., Payne, M.
Theoretical investigations of oxygen-17 NMR chemical shifts to discriminate among helical forms
(2007) Journal of Physical Chemistry A, 111 (50), pp. 13099-13105. Cited 3 times.

Document Type: Article
Source: Scopus

Ireta, J., Neugebauer, J., Scheffler, M., Rojo, A., Galván, M.
Structural transitions in the polyalanine α-helix under uniaxial strain
(2005) Journal of the American Chemical Society, 127 (49), pp. 17241-17244. Cited 15 times.

Document Type: Article
Source: Scopus

Ismer, L., Ireta, J., Boeck, S., Neugebauer, J.
Phonon spectra and thermodynamic properties of the infinite polyalanine α helix: A density-functional-theory-based
harmonic vibrational analysis
(2005) Physical Review E - Statistical, Nonlinear, and Soft Matter Physics, 71 (3), art. no. 031911, . Cited 9 times.

Document Type: Article
Source: Scopus

Ireta, J., Neugebauer, J., Scheffler, M.
On the accuracy of DFT for describing hydrogen bonds: Dependence on the bond directionality
(2004) Journal of Physical Chemistry A, 108 (26), pp. 5692-5698. Cited 140 times.

Document Type: Article
Source: Scopus

Aparicio, F., Ireta, J., Rojo, A., Escobar, L., Cedillo, A., Galván, M.
On the existence of electronic states confined by charged groups in proteins
(2003) Journal of Physical Chemistry B, 107 (7), pp. 1692-1697. Cited 15 times.

Document Type: Article
Source: Scopus

Ireta, J., Neugebauer, J., Scheffler, M., Rojo, A., Galván, M.
Density functional theory study of the cooperativity of hydrogen bonds in finite and infinite α-helices
(2003) Journal of Physical Chemistry B, 107 (6), pp. 1432-1437. Cited 71 times.

Document Type: Article
Source: Scopus

Ireta, J., Aparicio, F., Viniegra, M., Galván, M.
The role of the protons and the electrostatic potential in the reactivity of the (110) sulfated zirconia surface
(2003) Journal of Physical Chemistry B, 107 (3), pp. 811-818. Cited 4 times.

Scopus - Print (17 January 2013) http://www.scopus.com/citation/print.url?origin=resultslist&sid=40EE3...

2 de 3 21/01/2013 07:45 a.m.



About Scopus
What is Scopus
Content coverage
What do users think
Latest
Tutorials

Contact and Support
Contact and support
Live Chat

About Elsevier
About Elsevier
About SciVerse
About SciVal
Terms and Conditions
Privacy Policy

Copyright © 2013 Elsevier B.V. All rights reserved. SciVerse® is a registered trademark of Elsevier Properties S.A., used under license. Scopus® is a
registered trademark of Elsevier B.V.

Document Type: Article
Source: Scopus

Ireta, J., Galván, M., Cho, K., Joannopoulos, J.D.
Local reactivity of charybdotoxin, a K + channel blocker
(1998) Journal of the American Chemical Society, 120 (38), pp. 9771-9778. Cited 16 times.

Document Type: Article
Source: Scopus

Ireta, J., Galván, M.
Plane waves basis sets in the description of diatomic anions and valence charge density
(1996) Journal of Chemical Physics, 105 (18), pp. 8231-8236. Cited 7 times.

Document Type: Article
Source: Scopus

Scopus - Print (17 January 2013) http://www.scopus.com/citation/print.url?origin=resultslist&sid=40EE3...

3 de 3 21/01/2013 07:45 a.m.


