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100 Result The result that ( FCO ) 2 have trans-and cis-conformers are consist with
spectrum analysis.
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20 They are said to be conformational isomers also called conformers.
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300 We calculate the vertical and adiabatic ionization energies, vertical and adiabatic
electron affinities of asparagine conformers.
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41 The H-bonds especially two linked H-bonds much improve the stabilization of the
asparagine conformers and can also impact other properties of asparagine.
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50 Then single point energy calculations using larger basis sets ( 6-311+ G ( 2df) and
aug-cc-pVDZ) and vibrational analysis and natural bond orbital analysis are carried out
on the 5 optimized conformers.
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600 Comparing the results in solution with the gas-phase ones, the charge separation of
the third excited singlet states of both conformers is very good.
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70 The classification of DNA conformers and its significance
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80 We observed that VST has two conformers ( trans and cis) exchanging slowly in DPC
micelles.
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90 Theoretical Study on the Conformers and the C& C Bond Reaction Activity of Oxalyl
Chloride Cation
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100 This method is demonstrated by an example that sixteen virtual bio-active
compounds were generated starting from HIV-1 protease inhibitors pharmacophore in
this work. The results of conformation analysis showed that the pharmacophore is
contained in the favorite conformers of the generated structure.
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110 There are four configurational isomers and every configuration has several different
conformers of germacrane derivatives, which tend to exist as the most stable conformers.
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1200 Geometries of the isolated donor and acceptor have been optimized using B3LYP/
6-31G method. Two relative stable conformers P and T of the complex have been
obtained with the symmetry of C s.
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130 The relative stability of total 111 conformers of Alanine-glycine tri-and tetra-
peptide was estimated by the special hydrogen method and by B3LYP/ 6-31G method.
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140 For larger peptides such as penta-, and hexapeptides, our calculations also show that
some of their conformers must undergo significant structural changes, due to the
confinement of the host.
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1500 The outcome indicates that the conformers with the boron atom combines with O
are relative stable ones with the combination energies of ( 95.5) kJ/ mol and 93.4 kJ/ mol.
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160 Different intramolecular hydrogen bond interactions can also significantly change
the components of several molecular orbits near HOMO orbital of the asparagine
conformers, resulting in a pronounced difference in their vertical ionization energy
values.
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170 This result agrees with the calculated value 71.48 kJ/ mol of free energy of activation
for the interconversion between the conformers.
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1800 Comparing with the relative energies of the alanine-a -pentapeptide conformers
obtained by B3LYP/ 6-31G method, it can be concluded that the special hydrogen

method is quite reasonable for prediction of the conformation stability of alanine-a -
pentapeptides.
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