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Abstract. Electron-impact excitation cross sections for transitions between terms upitettze

shell of neutral hydrogen have been calculated usingrtmeatrix method with pseudostates and
compared with previous studies. Maxwell-averaged effective collision strengths have been prepared
and used in population calculations to examine effective emission coefficients for diagnostic
applications in fusion plasmas. Our results remove an uncertainty in the reaction rates of an
important class of atomic processes governingerhission in plasmas.

1. Introduction

Spectral line observations of neutral hydrogen in plasmas are extensively used for diagnostic
inference. In the fusion plasma regime, with moderate electron densiies cm~3, the
collision limit approaches the = 4, 5 quantum shells and so the line ratios suctHagH,
andHg/H, are density diagnostic indicators. The hydrogen emission can occur from plasma
of relatively high temperature (20 eV) at one extreme, and from plasma of very low temperature
(0.5 eV) in the other extreme during detachment from divertor strike zones, depending
on recycling and gas puffing procedures. At detachment, a transition from an excitation
mechanism for the line formation to a volume recombination mechanism can also be evident
inthese lineratios (McCrackaal1997). The precision of modelling of the effective emission
coefficients is then strongly dependent on direct electron impact excitation cross sections from
the 1s level to higher quantum shells= 3-6 (especially in the high-temperature regime)
and on stepwise cross sections suclk as 3 — 4 andn = 4 — 5 (especially in the low-
temperature regime). It is precisely these data which have been historically least well known
due to continuum flux issues in close-coupling calculations.

Electron-impact excitation of neutral hydrogen has been studied extensively using a variety
of methods. These include the stand&rdnatrix approach (Aggarwadt al 1991), R-matrix
with pseudostates (Bartscletl 1996), the intermediate energymatrix approach (Scoét al
1989), as well as the variational close coupling methods of Callaway and co-workers (1987,
1988, 1993) and the convergent close coupling method of Bray and co-workers (1992a, b,
1999). Apart from Aggarwaet al (1991), these calculations have focused on transitions
between the ground state and terms up torthe 3 shell. An exception is Dunseatt al
(1999) who have employed a novel two-dimensioRahatrix propagator technique to study
resonance widths in a small energy band below 0.96 Ryd. However, in general, excitation data
involving then = 3, 4, 5 and 6 shells are sparse in energy or incomplete in transitions.
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2. Calculation and results

The work of Aggarwaét al(1991) treats the first 15 terms without the inclusion of pseudostates.
Although this provides accurate results below the ionization threshold, it can produce inflated
cross sections above it. As discussed by Callaway and Unnikrishnan (1993), above the
ionization threshold the inclusion of pseudostates is necessary to account for the loss of electron
flux into the continuum. In this work, a comprehensive examination of the

nl —n'l' n,n"€{1,2,3,45 [,I'c{0,1,2,3,4 n#n Q)

transitions was carried out using tRematrix method with pseudostates. Particular attention

was focused on producing a new set of benchmark results for transitions betweeg th&®

excited states of neutral hydrogen suited to moderate-density collisional-radiative population
models. We have also noticed that although most of the lower-lying transitions have been
investigated, the energy meshes used tended to be either piecewise or coarse. We therefore
decided to use afine energy grid (figure 1) across our entire range to ensure that all the resonance
structure was fully delineated and the impact on the effective collision strengths appreciated.

The orbitals required to describe our discrete states, as well the pseudostates, were provided
by AUTOSTRUCTURE (Badnell 1986). The 15 physical states (1s—5g) were supplemented
by 24 pseudostates described by fiieorbitals ¢ = 6-9,/ = 0-5). These are regularly
spaced in energy extending from the ionization threshold to 2 Ryd. Ideally, atomic modellers
would like the inclusion of higher physical> 5 shells, but it was found that physical= 6
orbitals became so diffuse that tlRematrix box required to encapsulate such a charge cloud
was approximately 14Qq in size. Prohibited by the computational demands of including
these orbitals we decided to proceed with the 39-state model outlined above. To investigate
the convergence of the pseudostate expansion, we carried out several calculations for a typical
symmetry {H°) varying the number of pseudostates both indl. The results indicate that
convergence in the cross section to within at least 10% was achieved with the 24-pseudostate
model. lonization cross sections were also obtained as a byproduct of the excitation cross
section calculation. They showed broad agreement with Bray (1999).

The standar®-matrix package (Berringtoet al 1995) was used to generate the scattering
symmetries up to a maximum angular momentuni e£ 10 allowing for the aforementioned
pseudostates following Badnell and Gorczyca (1997). To account for an incident electron of
higher angular momentum we employed the non-exchahgeatrix program (Burkeet al
1992) for partial waves witlk values between 11 and 70, the contribution from higher partial
waves was found to be negligible. Both FARM (Burke and Noble 1995) and a neutral version
of STGF (Badnell 1999) were used as outer-region packages and the resulting agreement of the
collision strengths provided a check on the new version of STGF. Figure 1 shows the complete
energy range from below ionization threshold to 27 eV for the-28p transition compared
with the results of Bray (1999), Callawayal (1987) and Aggarwadt al (1991), while figure 2
focuses on the detailed structure in the 12—13 eV energy range which cannot be clearly resolved
infigure 1. Below the ionization threshold our results agree with those of Aggatahivhilst
above this threshold their results diverge due to continuum loss not being modelled. Callaway
et al (1987) have given a few values over a sparse energy grid which agree well with both
the results of Bray (1999) and those of our own present calculation. The shortcomings of
the R-matrix method without pseudostates above 13.65 eV are most prominent for transitions
between the 3< n < 5 shells, as illustrated in figure 3 for the 3¢ 4d transition. The
first three energy points of Aggarwet al are in close agreement with present results but by
18 eV discrepancies are in excess of 30%. This pattern is continued (though it is more severe)
amongst the transitions between the- 4 and 5 shells.
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Figure 1. Electron-impact excitation cross section for the2s3p transition in neutral hydrogen.
The solid circles denote the results of Callavetyal (1987); the dashed curve, Aggarvetlal
(1991); the dashed curve with diamonds, Bray (1999); the solid curve with triangles, Callaway
(1988). The present results are denoted by the solid curve.
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Figure 2. Below threshold electron-impact excitation cross section for the-23p transition in
neutral hydrogen. The solid circles denote the results of Callawval(1987); the dashed curve,
Aggarwalet al (1991); the solid curve with triangles, Callaway (1988). The present results are
denoted by the solid curve.

3. Application of fundamental data

Detailed studies are now underway on the impact of the present new higher precision cross
sections on hydrogen populations, ionization stage and spectral diagnostics at a number of
fusion laboratories. These studies principally use the modelling tools and databases of the
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Figure 3. Electron-impact excitation cross section for the-3d4d transition in neutral hydrogen.
The dashed curve denotes the results of Aggaetval (1991). The present results are denoted by
the solid curve.

Table 1. Term energies and indexing for H upsio= 5.

Term nl 2S+1 L cm?

1 1s 2 0 0
2 2s 2 0 82303
3 2p 2 1 82303
4 3 2 0 97544
5 3p 2 1 97544
6 3d 2 2 97544
7 4s 2 0 102879
8 4p 2 1 102879
9 4d 2 2 102879

10 4 2 3 102879

11 55 2 0 105348

12 5p 2 1 105348

13 5d 2 2 105348

14 5f 2 3 105348

15 59 2 4 105348

Atomic Data and Analysis Structure, ADAS (Summers 1994, 1999). We have used ADAS
to give a preliminary assessment of the sensitivity to the new data. Cross sections over the
R-matrix energy grids were converted to Maxwell-averaged effective collision strengths using
the utility adasexXGriffin 1998). The effective collision strengtft,, is defined by the equation

B ar S mIAPTEIE
T,j—/o Q(l—)j)exp<kTe>d<kTe), (2)

where2 is the collision strength for the transition from levéd level j ande; is the continuum
energy of the final scattered electron. It is especially convenient for interpolation with respect
to the electron temperaturg,, because it has a much more gradual variation with temperature
than that of the rate coefficient.
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Table 2. Effective collision strengths for thel — n'l’ transitions in H fom, n’ € {1, 2, 3, 4, 5},
1,I'€e{0,1,2,3, 4} andn # n'.

Electron temperature (eV)

i Aj? 0.5 1.0 3.0 5.0 10.0 15.0 20.0 25.0
2 1 823+00¢ 2.60-01 296-01 325-01 337-01 356-01 368-01 375-01 380-01
3 1 627+08 427-01 536-01 857-01 115+00 175+00 213+00 235+00 246+00
4 1 000-00 645-02 689-02 772-02 806-02 833-02 841-02 845-02 846-02
5 1 167408 111-01 126-01 186-01 240-01 313-01 329-01 320-01 304-01
6 1 000-00 617-02 656-02 781-02 898-02 110-01 122-01 129-01 135-01
7 1 000-00 213-02 251-02 318-02 338-02 348-02 348-02 347-02 346-02
8 1 682+07 381-02 470-02 739-02 941-02 123-01 133-01 132-01 128-01
9 1 000-00 287-02 312-02 402-02 472-02 574-02 628-02 660-02 682-02

10 1 Q00-00 118-02 111-02 105-02 106-02 111-02 116-02 118-02 120-02

11 1 Q00-00 140-02 169-02 191-02 192-02 188-02 185-02 183-02 182-02

12 1 344+07 260-02 312-02 404-02 474-02 571-02 582-02 558-02 523-02

13 1 Q00-00 201-02 218-02 247-02 275-02 315-02 335-02 346-02 353-02

14 1 Q00-00 879-03 887-03 942-03 995-03 109-02 114-02 117-02 119-02

15 1 Q00-00 436-03 386-03 279-03 235-03 188-03 165-03 151-03 142-03
4 2 000-00 139+00 147+00 229+00 306+00 426+00 489+00 528+00 554+00
5 2 225+07 242+00 307+00 531+00 779+00 138+01 191+01 236+01 276+01
6 2 000-00 205+00 310+00 659+00 930+00 135+01 157+01 171+01 180+01
7 2 000-00 375-01 380-01 505-01 629-01 823-01 927-01 991-01 103+00
8 2 967+06 728-01 889-01 145+00 195+00 306+00 398+00 476+00 543+00
9 2 000-00 630-01 745-01 112+00 140+00 183+00 205+00 219+00 228+00

10 2 Q00-00 543-01 733-01 129+00 163+00 209+00 231+00 244+00 252+00

11 2 Q00-00 190-01 207-01 231-01 259-01 313-01 345-01 365-01 378-01

12 2 495+06 401-01 510-01 713-01 875-01 128+00 164+00 197+00 225+00

13 2 Q00-00 416-01 476-01 552-01 602-01 681-01 723-01 750-01 7.67-01

14 2 Q00-00 375-01 455-01 675-01 816-01 992-01 107+00 112+00 115+00

15 2 Q00-00 228-01 249-01 250-01 247-01 246-01 245-01 245-01 245-01
4 3 632406 200+00 218+00 226+00 233+00 264+00 296+00 326+00 354+00
5 3 000-00 718+00 790+00 107401 132+01 171+01 192+01 205+01 213+01
6 3 647+07 131+01 181+01 373+01 564+01 981+01 132+02 159+02 183+02
7 3 258+06 692-01 743-01 747-01 733-01 735-01 761-01 793-01 826-01
8 3 000-00 206+00 220+00 267+00 305+00 363+00 394+00 413+00 425+00
9 3 206+07 340+00 430+00 765+00 107+01 169+01 216+01 253+01 284+01

10 3 Q00-00 262+00 318+00 493+00 610+00 771+00 852+00 901+00 932+00

11 3 129+06 448-01 500-01 471-01 434-01 387-01 364-01 347-01 335-01

12 3 Q00-00 126+00 137+00 136+00 138+00 146+00 152+00 156+00 159+00

13 3 0943+06 199+00 246+00 345+00 431+00 616+00 759+00 875+00 972+00

14 3 Q00-00 165+00 199+00 290+00 348+00 423+00 459+00 480+00 493+00

15 3 Q00-00 813-01 889-01 910-01 890-01 846-01 818-01 7.99-01 7.86-01
7 4 000-00 257+00 438+00 109+01 152+01 212+01 242+01 259+01 271+01
8 4 307+06 432+00 609+00 154+01 258+01 489+01 672+01 823+01 950+01
9 4 000-00 621+00 102+01 230+01 322+01 455+01 524+01 565+01 593+01

10 4 Q00-00 663+00 106+01 197+01 248+01 314+01 347+01 367+01 379+01

11 4 Q00-00 987-01 157+00 291+00 355+00 431+00 466+00 487+00 500+00

12 4 164+06 250+00 343+00 557+00 734+00 111+01 141+01 166+01 187+01

13 4 Q00-00 322+00 417+00 612+00 707+00 829+00 890+00 926+00 949+00

14 4 Q00-00 280+00 333+00 410+00 445+00 481+00 495+00 502+00 507+00

15 4 Q00-00 363+00 477+00 672+00 787+00 938+00 101+01 105+01 108+01
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Table 2. (Continued)

Electron temperature (eV)

i j A 0.5 1.0 3.0 5.0 10.0 15.0 20.0 25.0
7 5 184+06 390+00 483+00 763+00 972+00 136+01 166+01 190+01 211+01
8 5 000-00 137401 208+01 451+01 616+01 842+01 954+01 102+02 106+02
9 5 704+06 206+01 321+01 833+01 135+02 242+02 325+02 391+02 446+02

10 5 Q00-00 247+01 413+01 883+01 119+02 162+02 183+02 196+02 205+02

11 5 905+05 214+00 252+00 299+00 323+00 372+00 415+00 452+00 484+00

12 5 000-00 711+00 960+00 139+01 158+01 182+01 193+01 200+01 205+01

13 5 339406 110+01 152+01 267+01 355+01 518+01 636+01 729+01 807+01

14 5 000-00 995+00 123+01 164+01 182+01 201+01 208+01 212+01 215+01

15 5 000-00 142+01 184+01 247+01 287+01 343+01 371+01 388+01 399+01
7 6 000-00 397+00 413+00 430+00 454+00 494+00 516400 530+00 538+00
8 6 348+05 131+01 152+01 196++01 217+01 243+01 257+01 266+01 273+01
9 6 000-00 331+01 458+01 831+01 107+02 140+02 156+02 165+02 171+02

10 6 138+07 638+01 115+02 330+02 522+02 889+02 115+03 136+03 153+03

11 6 Q00-00 264+00 283+00 250+00 225+00 196+00 184+00 177+00 173+00

12 6 150+05 781+00 863+00 867+00 846+00 831+00 838+00 850+00 864+00

13 6 Q00-00 161+01 206+01 272+01 293+01 316+01 326+01 332+01 337401

14 6 454+06 275+01 400+01 783+01 106+02 150+02 178+02 199+02 215+02

15 6 Q00-00 288+01 384+01 533+01 619+01 748+01 816+01 858+01 886+01

11 7 Q00-00 662+00 161+01 435+01 572+01 720+01 783+01 818+01 840+01

12 7 738+05 963+00 177+01 428+01 627+01 101+02 131+02 156+02 178+02

13 7 Q00-00 139+01 256+01 618+01 838+01 111+02 124+02 131+02 135+02

14 7 000-00 216+01 347+01 631+01 764+01 908+01 969+01 100+02 102+02

15 7 Q00-00 196+01 274+01 412+01 475+01 547+01 579+01 598+01 610+01

11 8 645+05 107+01 180+01 295+01 340+01 410+01 465+01 513+01 556+01

12 8 000-00 383+01 760+01 176+02 225+02 279+02 302+02 315+02 323+02

13 8 149+06 400+01 717+01 188+02 280+02 448+02 571+02 670+02 753+02

14 8 000-00 674+01 115+02 242+02 314402 402+02 442+02 465+02 480+02

15 8 000-00 671+01 986+01 163+02 195+02 233+02 250+02 259+02 266+02

11 9 000-00 121+01 157+01 189+01 201+01 217+01 224+01 229+01 232+01

12 9 189+05 404+01 598+01 839+01 890+01 921+01 935+01 948+01 963+01

13 9 Q00-00 875+01 160+02 336+02 417+02 502+02 536+02 554+02 565+02

14 9 259+06 105+02 200+02 543+02 815+02 130+03 165+03 192+03 215+03

15 9 Q00-00 165+02 261+02 481+02 609+02 773+02 850+02 895+02 924+02

11 10 0Q00-00 963+00 105+01 945+00 868+00 781+00 743+00 722+00 709+00

12 10 Q00-00 333+01 396+01 394+01 369+01 335+01 319+01 310+01 304+01

13 10 505+04 724+01 102+02 131+02 130+02 116+02 104+02 946+01 876+01

14 10 Q00-00 162+02 270+02 529+02 652+02 776+02 824+02 850+02 865+02

15 10 426+06 381+02 745+02 177+03 247+03 362+03 442+03 503+03 553+03

@ Dipole radiative rate.
b4 + b denotes: x 10%7,

The rate coefficients for collisional excitatign_, ; and de-excitatio;_,; can then be
determined from the equations

2 2 ] AE;;
Jracag I (AL T,
wj kTe kTe

®3)

qi—j =

and

w; AE;;
qj—i = — eXp( U)‘]i—m 4)
w;j

kTe
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Figure 4. Partial effectivef,, / H, emission ratio aVe = 5x 10'2cm=3. Theindirect contribution

due to stepwise processes is denoted with the circles. The direct part is shown without circles. The
dashed curves show the results obtained by using the existing ADAS electron collision data. These
data include the work of Sampse al (1983) for transitions amongst the excited states and the
data of Callaway (1994) for the low-lying transitions. The present results are denoted by the solid
curves.

where 2/macai = 2.1716x 108 cm® s72, Iy = 13,6058 eV,AE;; is the threshold energy
for the transition from level to level j, andw; andw; are the statistical weights of leveand
level j, respectively. These rate coefficients are calculated internally in ADAS from the values
of the effective collision strengths. Our effective collision strengths are presented in table 2,
with table 1 indexing the terms involved in our model.

Excited hydrogen populations, restricted to the first five principal quantum shells and
omitting recombination, were calculated fg = 0.5-27 eV andN. = 5 x 10 cm™3
using the generalized collisional-radiative cadia205. Comparative results of the effective
H,/H, emission ratio are shown in figure 4. We have separated the contributions to the
effective emission ratio due to direct excitation from the ground state and indirect stepwise
processes. The direct contribution was obtained usith@205 while suppressing all the
indirect collisional rates which enter into the model as input. The indirect contributions were
obtained while individually suppressing the direct collisional rates from the ground state to
then = 3 and 5 shells.

The influence of the new collisional data on the direct contribution té&h&H, emission
ratio is small. Differences between the behaviour of the new and the existing collisional data
give rise to a crossing of the direct contribution=a8 eV. The sensitivity of the indirect
contribution to the new data is more substantial and at 1 eV a differensdl 4% can be
observed. Thevariationinindividual cross sections between the old and new data can be aslarge
as a factor of 2 but there is some cancellation in forming spectral emissivity ratios. The ratio of
the direct contributions is most relevant to the high-temperature sensitivity while the ratio of the
indirect part is most relevant to the low-temperature sensitivity in a finite-density fusion plasma.
The sensitivity to the error in the cross sections of the indirect part decreases with increasing
density as the collision limit falls. Note that a full solution for modelling fusion plasma requires
a very many-shell projection treatment including recombination and three-body processes.
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4. Conclusion

We have generated benchmark collision cross section data for excitation between all terms of
neutral hydrogen wheran > 0 with 1 < n < 5. The data have been converted to Maxwell-
averaged effective collision strengths and archived within the ADAS database according to the
data formatdf04t. This work removes the uncertainty relating to the precision of electron-
impact excitation data used in modelling the émission in plasmas.
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