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Abstract. Transition probabilities for some excited s—p and p—s transition
arrays of neutral nitrogen have been calculated using the weakest bound
electron potential model theory (WBEPMT) for the investigation of effects
of expectation values of radii. We have used both numerical non-relativistic
Hartree-Fock (NRHF) wave functions and numerical Coulomb approxi-
mation (NCA) wave functions to calculate expectation values of radii. The
transition probability results obtained using the parameters determined with
two different wave functions agree well with each other and accepted val-
ues taken from NIST for low values of transition probability. However, the
NRHF wave functions present better results for p—s transitions, while NCA
wave functions are better in s—p transitions for large values of transition
probability.
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1. Introduction

The optical properties of carbon, nitrogen and oxygen atoms are important in both
atmospheric and astrophysical applications. Accurate atomic data such as transi-
tion probabilities, oscillator strengths and life-times are essential in various fields
of astrophysics. Absorption lines observed in sun light related to the transitions
between fine structure levels may contain very important information about far
stars in galaxy. Moreover, the lighter elements have been proving ground of truly
many-electron methodologies. Numerous experimental and theoretical studies have
been published over the last 40 years for these elements. Atomic nitrogen is abun-
dant in higher parts of the atmosphere, and its spectrum is apparent in the dayglow.
Due to the abundance of atomic nitrogen in stellar atmospheres, spectral lines of
NI are prominent features in their absorption spectra, and therefore are becoming
increasingly important for all kinds of quantitative analyses (Baclawski et al. 2002).
The determination of the nitrogen abundance in hot stars is also strongly depen-
dent upon the atomic transition probabilities (Hibbert et al. 1991). The accuracy
and reliability of radiative transition probabilities for some spectral lines are thus
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very important, not only for testing of theoretical models and experimental tech-
niques in atomic systems, but also for possible applications in plasma diagnostics
and astrophysical applications. In spite of their extreme importance in atmospheric
physics and astrophysics, the multiplet transitions in NI has been examined up until
now by applying many theoretical and experimental methods (Beck & Nicolaides
1976).

In this work, in order to investigate the effects of parameters on the transition prob-
abilities, the WBEPM theory has been applied to some excited s—p and p—s transitions
in the neutral nitrogen. We employed both NRHF wave functions and NCA wave
functions for determination of relevant parameters.

2. Theoretical approximation

The determination of some parameters corresponding to individual energy lev-
els, especially for high lying levels in multi-electron atoms or ions are always a
difficult problem for both experimental and theoretical studies. While the calcula-
tion procedure for the systems with a few electrons can be carried out easily, the
calculations became more difficult and complex in the case of increasing number of
electrons. Especially, for the excited states of many-electron atomic or ionic systems,
more configurations or basis sets must be considered. Therefore, the calculations
became more complicated. Many of the physical properties in multi-electron sys-
tems have been studied using some powerful methods such as Multiconfigurational
Hartree-Fock (MCHF) (Tong et al. 1994; Tachiev & Fischer 2002), Configura-
tion Interaction (CI) (Hibbert et al. 1991; Bell et al. 1995), Multiconfigurational
Dirac-Fock (MCDF) (Indelicato et al. 1988) and R-Matrix method (Seaton 1987;
Bell & Berrington 1991). In the well known theoretical methods, atomic wave func-
tions are obtained using many basis-set orbital functions and configurations. The
reliability and accuracy of the results depend on the number of basis-set orbital
functions chosen. It is difficult to deal with many configuration and orbital basis-
set functions and not practicable in calculations. For highly excited states of many
electron atoms, it is difficult to obtain appropriate basis-set orbital functions and
configurations. Because of the difficulties mentioned above, generally, many of the
used methods have considered transitions belong to multiplet levels instead of fine
structure transitions and the transitions belong to low lying states rather than highly
excited states.

The weakest bound electron potential model theory (WBEPMT) is an efficient
method especially for transitions between low excited and highly excited levels.
In this method, the determination of some parameters is sufficient for the calcula-
tion of the spectroscopic data. The calculations for transition probabilities belong
to both low and highly excited levels can be obtained easily and in a shorter time
(Zheng et al. 2000; Fan & Zheng 2004; Zheng & Wang 2004; Zheng et al. 2004).
Recently, Celik et al. (2006a) have studied effects of expectation values of radii
in some p—d and d—p transitions of neutral nitrogen and this study has shown that
changes in the expectation values of radii considerably affect the transition probability
results.

The WBEPM theory was proposed by Zheng and he has suggested a new model
potential to describe the electronic motion in a multi-electron atom orion (Zheng 1988).
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Zheng et al. have employed the WBEPM theory to calculate the energy levels, ioniza-
tion potentials, transition probabilities, oscillator strengths and lifetimes in many elec-
tron atomic or ionic systems. They have obtained very satisfactory physical parameters
(Zheng et al. 2000a; Fan & Zheng 2004; Zheng & Wang 2004; Zheng et al. 2004). The
WBEPM theory, based on the idea that electrons in a system can be divided into two
groups of electrons; to be the weakest bound electron and non-weakest bound elec-
trons. The weakest bound electron in a given many-electron system is most weakly
bound electron to the system compared to the other electrons. By the separation
of the electrons in a given system, complex many-electron problem can be simpli-
fied as the single electron problem and so can be solved easily (Zheng et al. 2004).
According to the WBEPM theory, electronic radial wave functions are presented as a
function of Laguerre polynomial in terms of some parameters which are determined
using the experimental energy data and the expectation values of radii (Zheng et al.
2000a),

27\ 32 2n*
n—1—1)!
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Here, Z*, n*, I* quantities are defined to be effective nuclear charge, effective prin-
cipal quantum number, effective azimuthal quantum number, respectively, and d
is an adjustable parameter. Moreover, n* and [* parameters have been given to be
(Zheng et al. 2000a; Zheng & Wang 2002, 2004; Zheng et al. 2004; Fan & Zheng
2004):

—1/2
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In the WBEPM theory, these parameters are obtained by solving two equations in
equation (3) together.
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Here, [ is the ionization energy and (r) is the expectation value for radius of
weakest bound electron. The ionization energies and expectation values for radii of
all states must be known for the parameters Z*, n*, [* to be determined. It is well
known that some difficulties in obtaining the parameters directly from theory are
still present. Therefore, Zheng et al. suggest that the values of ionization energy can
be taken from the experimental atomic data in the literature and expectation value
of radius of the weakest bound electron (r) can be obtained by different theoretical
methods.

The most important quantity in the calculation of transition probabilities is deter-
mination of radial transition integral or radial matrix elements. In this work, we
have employed the weakest bound electron potential model theory for determination
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of radial transition integrals. According to the WBEPM theory, the radial transition
integral for transitions between two excited levels is given as (Zheng et al. 2000a),

o0
<nia li|rk|n.f’ lf) = ./0\ rk+2Rn,‘li (V)Rnflf (r)dr
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where § = min{ny —I; —1—my,n; —1; —1 —my} and k > —l;i —1IF—3.In
this work, expectation values of radii for all excited states have been calculated both
by NCA wave functions (Lindgard & Nielsen 1977) and by numerical NRHF wave
functions (Gaigalas & Fischer 1996) in determination of parameters required for the
transition probability calculations. The necessary experimental energy values have
been taken from NIST (Ralchenko et al. 2006). The parameters obtained by using
the two different wave functions are presented in Table 1. Then, making use of these
parameters, transition probabilities have been calculated in neutral nitrogen.

3. Results and conclusions

In order to investigate the effects of expectation values for radii, the transition
probabilities have been calculated for some s—p and p—s transitions of excited atomic
nitrogen in the WBEPM theory framework. The results obtained in this work are
presented in Table 2. Expectation values of radii for all states have been calculated
by using both the NCA wave functions and the numerical NRHF wave functions to
determine the Z* and d parameters required for the calculation of the transition prob-
abilities. The results of transition probability have been compared with each other
and accepted values are taken from NIST (Wiese 2006) which contains recommended
values for many transitions. The NIST values are given together with their accuracy
rating in relevant columns of tables. The estimated uncertainties of accepted values
are 7% for 3s—3p transitions, £10-40% for 3p—4s, Ss, 6s transitions and £40% for
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s—p transitions

(a)

p-s transitions
0.157
<
0.1
<
A
o A
A o
o8
0.05 "
33' 4 NRHF
i o NCA
0 ;
0 0.05 0.1 0.15

(b)

Figure 1. Transition probability results calculated with parameters obtained using NRHF and
NCA wave functions versus accepted values taken from NIST for neutral nitrogen. (a) s—p
transitions (b) p—s transitions.

4s—4p and 5s—5p. It can be seen from Table 2 that there is an agreement between data
obtained in the present work and the accepted values from NIST. Experimental and
theoretical data for comparison are quite limited for some excited transitions. On the
other hand, some data have not been sensitively tested for both the multiplet values
and the individual lines, especially in transitions belonging to highly excited levels.
Therefore, the results obtained from our calculations have been compared to only
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NIST data. It is well known from literature that the WBEPM theory is an efficient
method especially for transitions between excited and highly excited levels. Accuracy
and reliability of the spectroscopic data results obtained from the WBEPM theory
strongly depend on the accuracy and reliability of the expectation values of radii and
experimental ionization energies which are used to determine Z*, n* and [* parame-
ters. Since experimental ionization energy data are very precise, the determination of
the expectation values of the radii is more crucial than energy values in the WBEPM
theory. Zheng et al. have employed only NCA method in all the calculations carried
out using the WBEPM theory for the expectation values of radii. In this study, we
have employed more sophisticated numerical NRHF wave functions than the NCA
wave functions which are commonly employed in the traditional WBEPM theory
procedure. Previously, we employed numerical NRHF wave functions for the deter-
mination of relevant parameters in atomic nitrogen (Celik et al. 2006a, 2007), lithium
(Celik 2007) and fluorine (Celik ef al. 2006b) and obtained very satisfactory transition
probability and oscillator strength results by using the WBEPM theory.

In order to observe the effects of expectation values for radii, we have plotted tran-
sition probability results calculated with parameters obtained using NRHF and NCA
wave functions versus accepted values taken from NIST in both some s—p transitions
and p—s transitions. It can be seen clearly from Table 2 and Fig. 1 that our results are in
agreement with the accepted values taken from NIST. It can be concluded that, accord-
ing to Fig. 1, our results obtained by using both NRHF wave functions and NCA wave
functions for low values of transition probability are in agreement with NIST data. The
parameters obtained from NRHF wave functions present better results in p—s transi-
tions, while the parameters obtained from NCA wave functions present better results
in s—p transitions for large values of transition probability.

The obtained results indicate that accuracy of transition probabilities in the WBEPM
theory framework strongly depends on the accuracy and reliability of the expectation
values for radii. In the WBEPM theory, although relativistic effects are neglected except
for the observed binding energies, many of the spectroscopic data results are in very
good agreement with the results obtained from theoretical methods and experimental
measurements in the literature. By courtesy of this method, physical parameters can
be calculated for both highly excited states and low lying states without any increase
of complexity in calculation process. The transitions between individual lines in both
low and highly excited levels have a great importance in many areas of the physics,
especially in astrophysics. The calculations of spectroscopic data will be better, if the
expectation values of radii belonging to the levels are accurate enough.

Acknowledgements

The authors gratefully acknowledge Prof. Ulfet ATAV for his help and the Selguk
University Scientific Research Projects (BAP) Coordinating Office for financial
support.

References

Baclawski, A., Wujec, T., Musielok, J. 2002, Phys. Scr., 65, 28.
Beck, D. R., Nicolaides, C. A. 1976, J. Quant. Radiat. Transfer, 16, 297.
Bell, K. L., Berrington, K. A. 1991, J. Phys. B: At. Mol. Opt. Phys., 24, 933.



378 Giiltekin Celik & Sule Ates

Bell, K. L., Hibbert, A., Stafford, R. P. 1995, Phys. Scr., 52, 240.

Celik, G. 2007, J. Quant. Spectrosc. Radiat. Transfer, 103, 578.

Celik, G., Akin, E., Kili¢, H. S. 20064, Eur. J. Phys. D, 40, 325.

Celik, G., Kili¢, H. S., Akin, E. 2006b, T. J. Phys., 30, 165.

Celik, G., Akin, E., Kili¢, H. S. 2007, Int. J. Quant. Chem., 107, 495.

Fan, J., Zheng, N. W. 2004, Chem. Phys. Lett., 400, 273.

Gaigalas, G., Fischer, C. F. 1996, Comput. Phys. Commun., 98, 255.

Hibbert, A., Biemont, E., Godefroid, M., Vaeck, N. 1991, Astron. Astrophys. Suppl. Ser., 88, 505.

Indelicato, P., Gorceeix, O., Desclaux, J. P. 1988, J. Phys. B: At. Mol. Phys., 20, 651.

Lindgard, A., Nielsen, S. E. 1977, At. Data Nucl. Data Tables, 19, 533.

Ralchenko, Y., Jou, F. C., Kelleher, D. E., Kramida, A. E., Musgrove, A., Reader, J., Wiese, W. L.,
Olsen, K. 2006, NIST Atomic Spectra Database (version 3.0.1). URL: http://physics.nist.gov,
National Institute of Standards and Technology, Gaithersburg, MD.

Seaton, M. J. 1987, J. Phys. B, 20, 6363.

Siegel, W., Migdalek, J. 1998, At. Data Nucl. Data Tables, 68, 303.

Tachiev, G. 1., Fischer, C. F. 2002, Astron. Astrophys., 385, 716 and Vanderbilt University,
Nashville, TN http://www.vuse.vanderbilt.edu/~cff/mchf. collection

Tong, M., Fischer, C. F,, Sturesson, L. 1994, J. Phys. B: At. Mol. Opt. Phys., 27, 4819.

Wiese, W. L. 2006, Atomic transition probabilities (Web Version 2.0). [Online] Available:
URL: http://physics.nist.gov/PhysRefData/datarefs/IAU/WG2/report2.html National Insti-
tute of Standards and Technology, Gaithersburg, MD.

Zheng, N. W. 1988a, A new outline of atomic theory (Jiang Su Education Press).

Zheng, N. W. 1988b, Chin. Sci. Bull., 33, 916.

Zheng, N. W., Wang, T., Yang, R. Y. 2000a, J. Chem. Phys., 113, 6169.

Zheng, N. W., Wang, T., Yang, R. Y., Wu, Y. G. 2000b, J. Chem. Phys., 112, 7042.

Zheng, N. W., Wang, T. 2002, Astrophys. J. Suppl. Ser., 143, 231.

Zheng, N. W., Wang, T., Ma, D. X., Zhou, T., Fan, J. 2004, Int. J. Quant. Chem., 98, 281.

Zheng, N. W., Wang, T. 2004, Int. J. Quant. Chem., 98, 495.




<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Gray Gamma 2.2)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (ISO Coated)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Error
  /CompatibilityLevel 1.3
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Perceptual
  /DetectBlends true
  /DetectCurves 0.1000
  /ColorConversionStrategy /sRGB
  /DoThumbnails true
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams true
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 150
  /ColorImageMinResolutionPolicy /Warning
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /ColorImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 150
  /GrayImageMinResolutionPolicy /Warning
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /GrayImageDict <<
    /QFactor 0.76
    /HSamples [2 1 1 2] /VSamples [2 1 1 2]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 15
  >>
  /AntiAliasMonoImages false
  /CropMonoImages true
  /MonoImageMinResolution 600
  /MonoImageMinResolutionPolicy /Warning
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 600
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile (None)
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /Description <<
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e55464e1a65876863768467e5770b548c62535370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc666e901a554652d965874ef6768467e5770b548c52175370300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /DAN <>
    /DEU <>
    /ESP <>
    /FRA <>
    /ITA (Utilizzare queste impostazioni per creare documenti Adobe PDF adatti per visualizzare e stampare documenti aziendali in modo affidabile. I documenti PDF creati possono essere aperti con Acrobat e Adobe Reader 5.0 e versioni successive.)
    /JPN <>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020be44c988b2c8c2a40020bb38c11cb97c0020c548c815c801c73cb85c0020bcf4ace00020c778c1c4d558b2940020b3700020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken waarmee zakelijke documenten betrouwbaar kunnen worden weergegeven en afgedrukt. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /PTB <>
    /SUO <>
    /SVE <>
    /ENU (Use these settings to create Adobe PDF documents for journal articles and eBooks for online presentation. Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
  >>
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [595.276 841.890]
>> setpagedevice


