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A method for efficient generation of spectra using line-by-line approaches is presented. The only
approximation is replacing the line shape function with an interpolation procedure, which makes the
method independent of the line profile functional form. The computational savings for a large number of
lines is proportional to the number of frequency points in the spectral range. Therefore, for large-scale
problems the method can reduce the operation count by several orders of magnitude.
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1. Introduction

Calculations of spectra using line-by-line methods can entail
large computational efforts [1]. That is, the bound—bound spec-
trum at photon energy sw is the sum of all the spectral lines
weighted by their strength,

) = 3" lo) (11)
Nﬂi

Ia(w) = Z SakPa(® — Var) (1.2)
k=1

where each a represents a group of Ny lines having the same
normalized profile ¢4(x) with sg and vgi the strength and center of
the kth line in the group, respectively. For example, in opacity
calculations a line group typically consists of a configuration-to-
configuration transition array where all the lines within the array
are assigned the same profile [2].

The operation count to compute I,(w) directly from Eq. (1.2)
given the atomic data is
Nj, <0 (NaQNwN¢) (1.3)
where N,, is the number of frequency points and Ny the number of
operations to evaluate ¢ at a given frequency. Since N, = 10 even for
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the simple Lorentz profile, N, = 1037 is typically required in
opacity calculations, and configuration-to-configuration transition
arrays in low- to mid-Z elements can often have N; = 10°~5, eval-
uation of I(w) can take considerable computational effort [1]. Thus,
efficient algorithms to generate the spectrum are welcome.

The purpose here is to present a procedure previously imple-
mented in the TOPAZ opacity code [2] that is significantly faster
than the explicit calculation of Eq. (1.2) and may benefit the
growing number of efforts performing line-by-line calculations.

2. Method

The proposed procedure to generate spectra for myriad lines
with identical profiles can be separated into three steps: interpo-
lation, line accumulation, and convolution. It is assumed that the
spectrum is to be computed on a uniform frequency mesh {w;} with
wir1 — wj = h for all i.

2.1. Interpolation

The first step is to replace explicit evaluation of the profile by
interpolation, which is computationally faster and does not signifi-
cantly impact accuracy. When many interpolations with the same
data set and different arguments must be carried out, the Newton
polynomial proves efficient. The line profile and divided-differences
are computed on a uniform detuning mesh {x;} (frequency measured
from line center, x, = 0) with xj.1 — x; = h for all j. Then the inter-
polation for the profile at detuning x is given by [3]
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d(x) =9 [x] + AV [x;, %11 ] + A (h— D)) [X. %11 1.% 2]+
2.1.1)

where the divided-differences are obtained from the recursion
formulas

- ¢(x), n=0 1
¢ [Xj7...,Xj+n] ={ g )[xjﬂ‘,...,xj?]__(j;:* )[Xj.,4...,Xj+n71]7 n>1 (2.1.2)
j+n —Xj
the kth line center displacement from the grid points is
Ay = x—x; (2.1.3)
the index j is defined by
X <X < Xjiq (2.1.4)

and only terms through second-order were included with the
group index a suppressed.

2.2. Line accumulation

The second step makes no approximation and involves replacing
the sum over lines by a sum over frequencies effectively accumu-
lating the lines. Substitute the results of Section 2.1 into Eq. (1.2) at
the grid points {w;} to obtain for a given line group

7 &[40 (1)
Io(w;) =Iq(w;) :121Sk{¢ [wi— ] + A" [w;— ), i1 —w)]
k=

+A (h=8)¢?) [0 — ), 01,1 — 0], 02— )] }
(2.2.1)

where now the line center displacement and frequency index j are
given by

Ak = (1)]' — Vg (222)

Wj_1 <V < wj (223)

A pictorial representation of the interpolation scheme leading to
Eq. (2.2.1) is shown in Fig. 1 for the kth line. In effect, the interpo-
lating profile is shifted so that the line center, ¢(0), coincides with
the kth line center. The interpolated value at photon frequency w; is
obtained using the appropriate segment of the Newton polynomial
corresponding to detuning X = w; — v.

It is possible to write the sum over lines in Eq. (2.2.1) as a sum
over frequency points by noting that for a given j all the lines that
satisfy Eq. (2.2.3) involve the same ¢ coefficients. Thus, Eq. (2.2.1)
can be exactly rewritten as
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Fig. 1. Interpolation using Newton divided-differences for a line with strength, center,
and displacement denoted by sy, Vi, and Ay.

] N,
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(2.2.4)
where the accumulated quantities are defined by
N
So(wj) = > 'Sk (2.2.52)
k=1
Ne
Si(w) = > 'Sl (2.2.5b)
k=1
Ne
Sa(w) = D 'sib(h - By) (2.2.5¢)
k=1

and 7’ denotes a restricted sum so that j satisfies Eq. (2.2.3)
otherwise Sy(w;) = 0.

2.3. Convolution

The final step recognizes the expression in Eq. (2.2.4) as the
discrete convolution of the functions S,; and d>("). In terms of indices,
Eq. (2.2.4) is symbolically written as

N,

la)=Y_{So()¢Vli-i1+51 () i~il+S:()9 > i~} (23.1)

j=1

and can be efficiently performed using fast Fourier transform (FFT)
methods [4].

2.4. Operation count

The calculation of I,(w) with the proposed method requires
O(N.,Ny) operations to compute the profile and divided-differences
on the detuning mesh. The line accumulation is performed by going
through the group line list, determining for each line the j index
satisfying Eq. (2.2.3) (simple arithmetic for a uniform mesh), and
adding the line contribution to the accumulated quantity at index j.
Therefore, the line accumulation in Eq. (2.2.5) is O(N;) operations.
Although explicit convolution is O(N2) , taking advantage of the FFT
methods makes it O(N,log,N,) [4]. All together the operation
count to evaluate I;(w) with the present method is then

NITT=O(No) + O(Nulog;No) + O(NuNy ) (2.4.1)

Comparing the results in Egs. (1.3) and (2.4.1) yields the ratio

N,
NFFT
la

O( N¢Ny,N,
(NeNN)  om
O(Ng) + O(Nylog,N,,) + O(Nde)) Ny>>N,

No,
+0 (m)

which for N, << Np is O(N,) leading to large computational
savings.

(24.2)

3. Example

An example is presented to illustrate the method. The line group
is assumed to have 3 lines and I(w) is evaluated on 6 uniformly
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