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7. G. Biczó, M. Kertész, I. Lukovits and S. Suhai:

Some remarks on quantum theoretical investiga-

tions on biopolymers and in pharmacology,

Studia Biophysica 46, 109–113 (1974).

8. S. Suhai and J. Ladik:

Study of the effect of second neighbors’ interac-

tions in two-dimensional polypeptide models,

Acta Chim. Hung. 82, 67–75 (1974).

9. S. Suhai:

Theoretical investigation of semiconductive proper-

ties in proteins. I. Electrical conductivity, charge

carrier mobilities, and free paths in beta-polyglycine,

Biopolymers 13, 1731–1737 (1974).

10. S. Suhai:

Energy bands and electronic delocalization in the

sugar-phosphate backbone of DNA,

Biopolymers 13, 1739–1745 (1974).

11. S. Suhai and G. Biczó:
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S. Suhai and V. Kinzel:

Secondary structure of the Arg–Gly–Asp recogni-

tion site in proteins involved in cell-surface adhe-

sion. Evidence for the occurence of nested b-bends

in the model hexapeptide GRGDSP,

Eur. J. Biochem. 178, 141–154 (1988).

67. S. Suhai:

Computational methods in cancer research: The

hierarchy of genomic information,

Interdisc. Science Rev. 14, 225–232 (1989).

68. S. Suhai:

Bioinformatics aspects of genome research: Current

methods and emerging trends,

J. Clin. Chem. Clin. Biochem. 28, 373–374 (1990).

69. S. Suhai:

The electronic structure of parallel b-pleated sheets

in proteins: An ab initio computation including

electron correlation,

Int. J. Quant. Chem. 40, 559–576 (1991).

70. S. Suhai:

On the structure dependence of the static longi-

tudinal linear electric polarizability of infinite

polyenes: An ab-inito uncoupled perturbed Hartree–

Fock crystal orbital study,

Molecular Engineering 1, 115–129 (1991).

71. S. Suhai:

Structural and electronic properties of infinite cis

and trans polyenes: Pertubation theory of electron

correlation effects,

Int. J. Quant. Chem. 42, 193–216 (1992).

72. S. Suhai:

Third-order Møller-Plesset perturbation theory

of electron correlation in infinite systems: A

comparison of carbon- and silicon-based polymers,

Int. J. Quant. Chem.: Quant. Chem. Symp. 27, 131–

146 (1993).

73. O. Ritter, P. Kocab, M. Senger, D. Wolf and S. Suhai:

Prototype implementation of the integrated genomic

database,

Computers and Biomedical Research 27, 97–115

(1994).

74. S. Suhai:

Electron correlation in extended systems: Fourth-

order many-body perturbation theory and density-

functional methods applied to an infinite chain of

hydrogen atoms,

Phys. Rev. B 50, 14791–14801 (1994).

75. S. Suhai:

Electron correlation effects in the cohesive proper-

ties of ice,

Chem. Phys. Lett. 228, 471–477 (1994).

76. S. Suhai:

Cooperative effects in hydrogen bonding: Fourth-

order many-body perturbation theory studies of

water oligomers and of an infinite water chain as a

model for ice,

J. Chem. Phys. 101, 9766–9782 (1994).

77. Y. Aoki, S. Suhai and A. Imamura:

A density functional elongation method for the

theoretical synthesis of aperiodic polymers,

Int. J. Quant. Chem. 52, 267–280 (1994).

78. Y. Aoki, S. Suhai and A. Imamura:

An efficient cluster elongation method in density

functional theory and its application to poly-hydro-

gen-bonding molecules,

J. Chem. Phys. 101, 10808–10823 (1994).

79. S. Suhai:

Cooperativity and electron correlation effects on

hydrogen bonding in infinite systems,

Int. J. Quant. Chem. 52, 395–412 (1994).

80. M. Kieninger, S. Suhai and I. Mayer:

The chemical Hamiltonian approach in density

functional theory,

Chem. Phys. Lett. 230, 485–490 (1994).

81. M. Kieninger and S. Suhai:

Density functional studies on hydrogen-bonded

complexes,

Int. J. Quant. Chem. 52, 465–478 (1994).

82. F. Herrmann and S. Suhai:

Energy minimization of peptide analogues using

genetic algorithms,

J. Comput. Chem. 16, 1434–1444 (1995).

83. M. Kieniger and S. Suhai:

Computer simulation of antisense DNA containing

enantio-deoxynucleotides in the double helix,

Anti-Cancer Drug Design 10, 189–201 (1995).

110 Theor Chem Acc (2010) 125:107–119

123



84. M. Reczko, A. Hatzigeorgiou, N. Mache, A. Zell and

S. Suhai:

A parallel neural network simulator on the connec-

tion machine CM-5,

Comp. Appl. in Biosci. (CABIOS) 11, 309–315

(1995).

85. M. Reczko, A. C. R. Martin, H. Bohr and S. Suhai:

Prediction of hypervariable CDR-H3 loop structures

in antibodies,

Protein Engineering 8, 389–395 (1995).

86. M. Senger, K.-H. Glatting, O. Ritter and S. Suhai:

X-HUSAR, an X-based graphical interface for the

analysis of genomic sequences,

Comp. Meth. and Progr. in Biomed. 46, 131–141

(1995).

87. S. Suhai:

Structure and bonding in the formamide crystal: A

complete fourth-order many-body pertubation the-

oretical study,

J. Chem. Phys. 103, 7030–7039 (1995).

88. S. Suhai:

Density functional studies of the hydrogen-bonded

network in an infinite water polymer,

J. Phys. Chem. 99, 1172–1181 (1995).

89. S. Suhai:

Electron correlation and dimerization in trans-

polyacetylene: Many-body pertubation theory ver-

sus density-functional methods,

Phys. Rev. B 51, 16553–16567 (1995).

90. S. Suhai:

Structural and electronic properties of trans-polysi-

lene (SiH)x: Many-body perturbation theory versus

density-functional methods,

Phys. Rev. B 52, 1674–1677 (1995).

91. K. J. Jalkanen and S. Suhai:

N-Acetyl-L-alanine N0-methylamide: A density

functional analysis of the vibrational absorption

and vibrational circular dichroism spectra,

Chem. Phys. 208, 81–116 (1996).

92. M. Kieninger and S. Suhai:

Density functional studies of internal rotation:

Formamide as a prototype of the peptide bond,

J. Mol. Struct. 375, 181–188 (1996).

93. S. Suhai:

Density functional theory of molecular solids: Local

versus periodic effects in the two-dimensional infinite

hydrogen-bonded sheet of formamide,

J. Phys. Chem. 100, 3950–3958 (1996).

94. W.-G. Han and S. Suhai:

Density functional studies on N-methylacetamide-

water complexes,

J. Phys. Chem. 100, 3942–3949 (1996).

95. O. Ritter, S. Suhai:

Gigabytes über Gigabasen—Informationsintegra-

tion in der Genomforschung,

Informationstechnik und Technische Informatik 38,

16–19 (1996).

96. M. Kieninger and S. Suhai:

Conformational and energetic properties of the

ammonia dimer—comparision of post-Hartree–

Fock and density functional methods,

J. Comput. Chem. 17, 1508–1519 (1996).

97. M. Knapp-Mohammady and S. Suhai:

International Symposium on Theoretical and Com-

putational Genome Research,

J. Cancer Res. and Clin. Oncology 122, 698–701

(1996).

98. I. Mayer, G. Räther and S. Suhai:
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Formation of b2
? ions from protonated peptides: an

ab initio study,

Rapid Commun. Mass Spectrom. 13, 525–533 (1999).

122. W.-G. Han, E. Tajkhorshid and S. Suhai:

QM/MM study of the active site of free papain and

of the NMA-papain complex,

J. Biomol. Structure & Dynamics 16, 1019–1032

(1999).

123. E. Tajkhorshid and S. Suhai:

Influence of the methyl groups on the structure,

charge distribution, and proton affinity of the

retinal Schiff base,

J. Phys. Chem. B 103, 5581–5590 (1999).

124. P. Hobza, O. Bludsky and S. Suhai:

Reliable theoretical treatment of molecular clus-

ters: Counterpoise-corrected potential energy sur-

face and anharmonic vibrational frequencies of the

water dimer,

Phys. Chem. Chem. Phys. 1, 3073–3078 (1999).

125. H. G. Bohr, K. J. Jalkanen, M. Elstner, K. Frimand

and S. Suhai:

A comparative study of MP2, B3LYP, RHF and

SCC-DFTB force fields in predicting the vibrational

spectra of N-acetyl-L-alanine-N0-methyl amide: VA

and VCD spectra,

Chem. Phys. 246, 13–36 (1999).

112 Theor Chem Acc (2010) 125:107–119

123



126. B. Paizs, E. Tajkhorshid and S. Suhai:

Electronic effects on the ground-state rotational

barrier of polyene Schiff bases: A molecular

orbital study,

J. Phys. Chem. B 103, 5388–5395 (1999).

127. M. Elstner, D. Porezag, G. Seifert, Th. Frauenheim

and S. Suhai:

Selfconsistent-charge density-functional tight-

binding method for simulations of biological

molecules, in ‘‘Multiscale Modelling of Materi-

als’’, Ed. T. Diaz de la Rubia, T. Kaxiras,

V. Bulatov, N. M. Ghoniem, R. Phillips,

MRS Symp. Proc. 538, 541–546 (1999).

128. M. Elstner, Th. Frauenheim, E. Kaxiras, G. Seifert

and S. Suhai:

A self-consistent charge density-functional based

tight-binding scheme for large biomolecules,

Phys. Stat. Sol. (b) 217, 357–376 (2000).

129. E. Tajkhorshid, J. Baudry, K. Schulten and S. Suhai:

Molecular dynamics study of the nature and origin

of retinal’s twisted structure in bacteriorhodopsin,

Biophys. J. 78, 683–693 (2000).

130. K. Frimand, H. Bohr, K. J. Jalkanen and S. Suhai:

Structures, vibrational absorption and vibrational

circular dichroism spectra of L-alanine in aqueous

solution: a density functional theory and RHF

study,

Chem. Phys. 255, 165–194 (2000).

131. Th. Frauenheim, G. Seifert, M. Elstner, Z. Hajnal,

G. Jungnickel, D. Porezag, S. Suhai and R. Scholz:

A self-consistent charge density-functional based

tight-binding method for predictive materials sim-

ulations in physics, chemistry and biology,

Phys. Stat. Sol. (b) 217, 41–62 (2000).

132. I. P. Csonka, B. Paizs, G. Lendvay and S. Suhai:

Proton mobility in protonated peptides: a joint

molecular orbital and RRKM study,

Rapid Commun. Mass Spectrom. 14, 417–431

(2000).
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