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Documentation on DKES/PENTA with loose coupling with TASK3D-a

M. Sato and M. Yokoyama for TASK3D-UD (Users and Developers)

Abstract:

PENTA code [D. A. Spong et al., Phys. Plasmas 12 (2005) 056114, “PENTA_documantation.pdf”
(provided privately from D. A. Spong), and others] calculates the neoclassical parallel flows, radial particle
and energy fluxes, and the radial electric field for a surface given the plasma profiles (density and
temperatures, including impurity ions), surface geometry information (from VMEC) and the mono-
energetic transport coefficients (from DKES). A loose coupling to the integrated transport analysis suite,
TASK3D-a [M.Yokoyama for TASK3D-Users and Developers, NIFS-Memo 61, Nov. 2012.] has been
recently established in a sense that all the necessary files for PENTA (along with DKES) executions are
automatically prepared based on the VMEC input (along with the plasma profiles) which is identified by
the TASK3D-a execution for LHD discharges. In this documentation, how to execute each module towards
DKES/PENTA, and furthermore, the semi-automated execution module of DKES/PENTA for facilitating
the application of DKES/PENTA to LHD discharges are explained.
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1 OVERVIEW
Important modules are

VMEC,

BOOZ_XFORM,

DKES,

PENTA,

and the modules

PRO,

PERP1,

ECLIST,

MAKE_PLASMA _ PROFILES,
are prepared as auxiliary modules for creating input data.



DKES and PENTA should be executed for each flux surface, and moreover, DKES has to be executed by
varying radial electric field and collisionality. The following modules,
DKES_MPI,
PENTA_MPI,
PENTA_SQN,
are prepared to control such numerous executions.

The overall calculation flow is shown in Fig. 1. The outline of this calculation flow is as follows.

1. Obtain the MHD equilibrium by VMEC (or import input.vmec for a designated timing/shot from
TASK3D-a),

2. Create Plasma profile data, profile data [hd, by PRO. This file is required for PERP1 and PENTA.

3. Create a data for the magnetic field spectrum, boozmn.vmec, by BOOZ_XFORM utilizing the
VMEC-produced wout.vmec.

4. Create diffusion coefficient (such as L;;) database file, tmp_xxxxx.txt, by numerous DKES executions
for a range of the radial electric field and the collisionality for each flux surface. Here xxxxx denotes
the numbering such as 00001.

5. Create normalized diffusion coefficient (such as D;;) database file such as, D11 star lhd sXXX, by
PERP1 utilizing tmp_xxxxx.txt files as inputs. Here XXX denotes the radial mesh number.

6. Execute PENTA for each flux surface to evaluate neoclassical transport properties.

‘l input.vmec
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run_params
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Figure 1 Overall calculation flow towards DKES/PENTA.

2 HOW TO EXECUTE EACH MODULE TOWARDS DKES/PENTA

2.1 VMEC

The file, input.vmec, is required as an input file. It can be created by your-own approach, or can be
imported from TASK3D-a server (on T:\\trsnaphd1.lhd.nifs.ac.jp\equilibrium at tsmap-
task3d.lhd.nifs.ac.jp). The latter approach is recommended for analyses for (a) designated shot(s).




The shell script for VMEC execution is go-vmec.csh with the executable xvmec2000. The wout.vmec is
one of output files, and it is required for successive modules.

2.2 BOOZ_XFORM

This program transfers the equilibrium information from VMEC coordinates to Boozer coordinates. The
files,wout.vmec and in_booz.vmec are required as input files. Users must create in_booz.vmec by
themselves as shown in Fig. 2. BOOZ_XFORM can be executed with in_booz.vmec as an argument.

/xbooz_xform in_booz.vmec

The boozmn.vmec is one of output files, and it is required for DKES execution.

Poloidal mode number Toroidal mode number

BBAE S %

12 14{| .
"vmec' Extension of a file
2
3
4 Specifications of radial mesh for
> = which BOOZ_XFORM calculations
6 should be made. In this example,
7 calculations will be made for all the
8 yadial meshes (>=2), with 61 meshes
-:--- |in_booz.vmec Top L1 (Fundai in VMEC.
55
56
57
58
59
60
\ 6l /
-:--- 1in_booz.vmec Bot L63 (Fundai

Figure 2 Contents of in_booz.vimec.

2.3 PRO

Profile information related to the equilibrium (such as y’and ) are provided as profile data_lhd,(as
shown in Fig. 3) based on wout.vmec.

./Xpro vmec

The file, profile_data_lhd, is required for PERP1 and PENTA executions.



bé-xquﬁm@

&1
3 @, 5124956329391?8 3.67175858457337
e

CHNONEWN

- profile_data_lhd Top LG {Fundamental)

profile_data_lhd

<r>/<os chip  psip  btheta bzeta  dv_dr  <B**2» iota

@.3683277E-01  0.6@13655E-81 0.4254721E-01 -0.11145G1E+08 0.57TO015QE-05 -0.1081423E+82 0.5339103E+81  @.8921470E+01 -0.3816025E+90 9. 29BGESIE+01
O.ABIGLIAET  U.LSSNENE | 8.IPUCISEMG -5 262ASTZN0 [N.TLLAZSEGL O 1GMAZIENZ, 0.12S0R.2 6 EMAMAEAL. D.IETSISCEN 9.2085726u
©.1168313E+80 8. 18044326400 e 1376875E+08 -0.348957GE+08  ©.2240055E-04 -0.10B1423E+82 -8. 80 ©.20BB66BE+81
@.1377462E400  ©.2248970E+00  ©.1659824E.00 -0.41288300.00  0.3346155E-04 -0, 1081422E.+A2 s 19967@3E+02 a 88655425;81 -B.4020074E+00 @, 2977523E+81
2.1564730E+20 0 2554803!-1-00 0. 15151915-“ “0.4674460E+D8 Q. 4424175E-04 -0, 10B1422E+82  0.2268230E+02  0.8B46TOVE+D1  -0.4097130E+D0 @, 297434ZE+01
B.1732267E+00 0.2 -@.5157 9.5483115E-04 -0.1081422E+82 ©.2511012E+02 ©.8B27560E+@1 -0.4176229E+90 ©.2971121E+91
@. 18853236400 e STIIHESS | O.23TTIENE -B.SMIMIESS  O.GSMWSE NG 6.MBUNIENZ 0.TIATAEMC  BUBSMMINIEML -DASSTLISESA. 0. 254786
©.2027268E+00  ©.3309903E 0.268G936E+B0 -0.5993230E+08  ©.7543755E-04 -0.1PB1421E+@82  ©.203B631E+B2  O_87BESOTE+@1 -0.433070QE+80  @.2964557E+81
o 2160322100 e 352?1595»& 0.2B1S5536+00 -0,63638E8E.00  0.ES45455E-04 -0, 10814206482  0.31314996+02 0. SPERF7OE4D1  -D.442426SE+80 8, 2961212E401

] 00 -0, 6F100EVE+DD 9. 95Z807SE-94 -0, 1081420E+02 0, 331IFSFE+RE D BV4EVIVESDL -9.451@617E+D@ @, 2957EIGE+0L

G 20 0. 392 80 ©.32 o -8, . B3 -0.1PB1419E+82  @.348TOB5SE+0Z  ©.872EATIE+RL -9.4593920E+90 0. 2954399E+01
B.2519931E+8@ ©8.4114269E+08@ @.3443171E+00 -0.73426B5E+08 D.11436088E-23 -0.18B1419E+82 @.3652771E+82 @.B7079E3E+@1 -D.4680254E+80 @.2958929E+81
B.2629655E48@  8.4293415E480 @.3650350E+00 -0.763400TE+P8  D.1236145E-983 -0.10B1419E+82 @.3B11822E+82 @.BEE7Z6OE+@1 -D.ATBIG9GE«P@ @.2947417E+81
@.Z7I53GRE4B0 @, 4465990E400 O IESTTI4E.08 -0, 79111356408  @.1326775E-03 -0, 108141EE48Z 0. 396504BE+BZ Q. B666330E+01 -0 4876I2IE4B0 . 2243E63IE4R1
@, ZHIVSOIE4D0 0, 46IZVEFEHND 0. 4D6SBISE+D0 -0, BIVSATTE4DR  9.1415498E-03 -0, 10B141EE+482 0.4113109E+02 0. 8645161E+@1 -9, A07IZQBE+D0 @, 294BZ66E+DL

B.5872196E+2@ @8.B2B1331E+08@ @.1159769E+81 -0.126@83B1E+81 B.3158455E-83 -0.10B1487E+82 @.7352413E+82 @.7BID4SAE+@1 -D.9201739E+80 8. 2BPB995E+81
@.5137191E+8@ @ .B3IBTAMEBE+0Q @.1193765E+81  -0.1267030E+01 @.3189937E-83 -0.10B1486E+82 @.7446627E+82 @.7BS7331E+@1 -D.9421758E+80 0.2803093E+81
@.5201861E4830  0.84093034E480  0.12284%4E+01 -0.1273000E+01 2. 3219512E-03  -0.1081406E482 0. 7S4RIGOE.RZ  @.7E2IS1IGE+01 -2 9G9725E480 8. 2797O55E481
0 5266235E+0e 0 HSSG:MBEM B 1Z6I9E4E+01 -0, 12VESASE401  @.324TITHE-D3 -0, IQB14BGE+RZ  ©.7E3IIGEVE+OZ @, 7THEITEE4QL  -9.988G108E+D0 @, ZTORBTIELDL
1380261E+@1 -0.1283378E+01  9.3272936E-93 -0.10814B6E+82 0.77F26633E+02  O.7753676E+@1 -9.1813155E+81 0. Z7EAS4ZE+@1
ﬂ S394253E+80@ B BEAT159E+0Q @ 1337356E+@1 -©.1287568E+01 B.3296785E-03 -0.10B14@5E+82 @.7819251E+82 @.7717576E+@1 -9.183B669E+@81 @.277BO53E+81
2. 54579566420  @.891115BE+00  @.1375302E+01 -9.1291091E+81  @.3318727E-03 -0.1081405E+02 ©.7911592E+02  0.7GEQG34E+21 -0, lﬁ522$E401 a. 2??13%5001.
@.5521503E400 0. 90149106400 ©0.14141358+01 -0, 1293922E401 @, 33IIATEIE-03 -0, 10R1405E482 0. APRITRGELOZ @ @1 =@,
@ 55E49ZBE400 0. 91184546400 0. 1453894401 -0, 1296029481 @, 3IISERAME-03 -0, 10R14DSE4EZ B @ @1 -@. 1121836581 °. 2757541E+01
B.5648269E+80  ©.9221E89E+00 @.1494622E+81  -0.1297379E+81 B.3373186E-83 -0.10B1484E+82 a. a. 1 -8.1 8.27 a1
B.5711563E+2@  ©.9325220E+00 @.1536369E+81 -0.1297931E+81 @.3387416E-03 -0.10B14B4E+82 @.BZ7TIZ@IE+BZ e. ?523‘31&0@1 -B.1183706E+@1 ©.Z74ZBETE+E1
@.
@,
@

@.57FABS1E430 @, 0428550E+@@  ©.15791BAE.01 -0.1297639E+@81 @.3390818E-03 -0 10B14B4E+8Z 0. B37O04BE.02 TAB1464E+@1 -9.1216971E+81 @, 27ISZZFE+DL
@, SE3RITEE4B0 @, 95319396400  0.1623144E401 -0, 12964496481 9, 3410312F-93 -0, IRE14ABELRZ 0, BIGZTARELD2 a1 -@.1 a1 @, 2727321E4@1
@ 591SALEAD0 0. 9635461E+80 0. 166E305E+01 -0, 1294300E4+@1 O, I41BRGHE-03 -9, 10R14DIELRZ @, @z 7 @1 -@.1 ;. 8.27 a1
B.5965118E+8@  8.9739197E+8@ @.1714756E+81 -0.1291118E+81 B.3425575E-83  -0.10B14B4E+82 @.B646758E+82 B. 73478626401 -B.132B117E+81 8. 2718694E+81
B.6RZBE39E+BQ  ©.9843234E400 @.1762585E+81 -©.1286813E+01 B.3430345E-03 -0.10B14B4E+82 @.8739117E+82 @.7300398E+@1 -D.1369729E+81 ©.2791923E+81
@.6092BASE430 @.0%4TEE0E40Q  0.1E10084E.01 -0.12B1ZEVE«@1  Q.3433207E-03 -0, 1QE14B4E+RZ 0. BE31E3EE.BZ Q. T2S1Z1VE«R1 -9.1412645E481 0. 2E0ZEOEE4@1

profile_dota_lhd Bot L52 (Fundamental )

Figure 3 An example profile data_lhd.

2.4 DKES

The two files, wout.vmec and boozmn.vmec, are required for DKES execution. Executions can be made as,

J/xdkes boozmn.vimec 16 1.0e-2 0.0e-3 T 3 40

Meaning of each argument is as follows:

(boozmn.vmec) File name of BOOZ_XFORM,

(16) number of the radial mesh to be calculated,

(1.0e-2) collision frequency (cmul: v/v),

(0.0e-3) radial electric field (efield: Er/v),

(F) whether the plot on the screen in made (T) or not (F),
(3) coupling order,

(40) number of used Legendre modes.

Two files, dkesout.vmec and results.vmec, are created upon this execution. The results.vmec will be used
Multiple DKES executions should be made with varying collision frequency and radial electric field on
each flux surface, and then results.vmecs corresponding to those multiple runs are collected to create

tmp xxxxx.txt. Here, “xxxxx” designates the cases for radial electric field scan. For example, if radial
electric field is varied as

1

O 02 L AW

10
11
12
13
14
15

0.0000000E+000,
1.0000000E-010,
5.8780161E-010,
3.4551073E-009,
2.0309176E-008,
1.1937766E-007,
7.0170383E-007,
4.1246264E-006
2.4244620E-005,
1.4251027E-004,
8.3767764E-004,
4.9238826E-003,
2.8942661E-002,
1.7012543E-001,
1.0000000E+000,

tmp_00001.txt (collected for cased with efield=0.0), tmp 00002.txt (collected for efield=1.0000000E-
010), ,,,,, ,tmp_00015.1xt (collected for efield=1.0000000E+000), should be created.

A results.vmec is organized as shown in Fig. 4 (the first line is only *, the second line is for variables and
the third line is for values).



results.vmec

- [
DeBExBES B

cmul efield weowv whtowv L1im L1lp L31m L31p L33m L33p scalll scall3
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?.1000E-21 @ . 000RAE+20 a. @.13233E+0@ @.19291E-01 @.19292E-01

vUN v

@.19055E+02
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Figure 4 Contents of results.vimec.

tmp_xxxxx.txt is the file which gathers all the data in results.vmec on the descent order of the
collisionality. tmp_xxxxx.txt is required to make files such as D11 star lhd sXXX as described later.

2.5 PERP1

This program is to read tmp_xxxxx.txt and then to create data files for diffusion coefficients such as Dy,
D3, D33 which are required for execution of PENTA. The required files for PERP1 execution are
tmp_xxxxx.txt, cmul.txt and efield.txt. The number of files is determined by the number of the parameter
scans of efield. The files, cmul.txt and efield.txt store the parameters of cmul and efield, respectively, as
shown in Fig. 5. The second line is for the number of parameter scans, and cmul and efield values are listed
in the descent (cmul)/ascent (efield) order from the fourth line.

| NON | | 7 cmul.txt | NON ) efield.txt

# #

# 15 # 15

# #
1  4.0000000E+001 1 0.0000000E+000
2 1.5918892E+001 2  1.0000000E-010
3 6.3352784E+000 3  5.8780161E-010
4  2.5212654E+000 4  3.4551073E-009
5  1.0033938E+000 5 2.0309176E-008
6 3.9932296E-001 6 1.1937766E-007
7  1.5891948E-001 7 7.0170383E-007
8  6.3245553E-002 8 4.1246264E-006
9  2.5169979E-002 9 2.4244620E-005
10 1.0016955E-002 10 1.4251027E-004
11  3.9864706E-003 11  8.3767764E-004
12 1.5865049E-003 12 4.9238826E-003
13 6.3138504E-004 13 2.8942661E-002
14 2.5127376E-004 14 1.7012543E-001
15 1.0000000E-004 15 1.0000000E+000

Figure 5 Contents of cmul.txt and efield.txt.

Executions can be made as,

/xperpl lhd profile data lhd 10 10 1

Meaning of each argument is as follows:

(Ihd) the index to be added to the file name,
(profile_data_lhd) the file name of the output from the program,
(10) the radial mesh number from which the calculation is started,
(10) the radial mesh number at which the calculation is stopped,

(1) the interval of the mesh number for calculations (for example, calculations are done for the radial

mesh numbers with the interval of 3, starting from the starting mesh number).



The above example execution makes the calculation for the radial mesh number of 10, which creates
output files; D11 star lhd 5010, D13 star lhd s010 and D33 star lhd s010. For example, the contents of
D11 star _lhd s010 is shown in Fig. 6.

D11_star_lhd_s010

& @
De@ExE 9 XxmBhR

25 15

1.000000000000000E -010
5. 878000000000000E -010
3.455100000000000F - 009
2.030900000000000F -003
1.193800000000000F -007
7.017000000000000E -007
4.124600000000000E -006
2.424500000000000F - 005
1.425100000000000F -004] |

-:--- D11 _star_lhd_s@1@

Top L36

1.425100000000000E -004

1.000000047497450E-007 8.376800000000000E -004
1.995262400261765E-007 4.923900000000000E - 003
3.981071856807576E-007 2.894300000000000E -002
7.943282611342775E-007 0.170130000000000
1.584893237628145E-006 1.00000000000000
3.162277735268442E-006 36.4844982670794
6.309573564677392E-006 18.2855648436083
1.258925429732891E-0@5 11.8171417344065
2.511886455371220E-005 5.92260060337945
5.011872360077838E-005 2.96833182638578
1.000000000000000E -204 1.48769002362022
2.512700000000000E -204 0.745611250974575
6.313900000000000E -004 0.373690842012253
1.586500000000000E -003 0.187289080229543
3.986500000000000E-203 9.409626597867402E-002
1.001700000000000E -002 4.830360651855099E -002
2.517000000000000E-002 2.754411646539325E-002
6.324600000000000E -002 1.996383333333334E-002
@.158920000000000 1.843272916666667E-002
0.399320000000000 1.916812500000000E-002
1.00340000000000 2.167377@83333333E-002
2.52130000000000 2.963547916666666E-002
6.33530000000000 5.443320833333334E-002
15.9190000000000 @.123502354166667
40 . 0000000000000 0.302694125000000
0. 000000000000000E+200 @.756497750000000

1.89876708333333
4,77013333333333
7.67120000000000
19. 2760000000000
36.4844982670794
18.2855648436083
11.8171417344065
5.92260060337945
2.96833182638578

(Fun -:--- D11 star_lhd_s@1@ 9% L36 (Fu

Figure 6 Contents of D11 star [hd s010.

The data in D11 _star [hd s010 can be retrieved by the following program. Here, nc and ne are the
numbers of scanned cmul and efield, respectively, and the 2-dimensinal array D11(ic,ie) is for Dy, data. .

read(iunit_d11,*) nc,ne

do ic=1,nc
read(iunit_d11,*) cmul(ic)
end do

do ie=1,ne
read(iunit_d11,¥) efield(ie)
end do

do ie=1,ne
do ic=1,nc
read(iunit_d11,*) D11(ic,ie)
end do
end do

2.6 PENTA

This program is the last step of this overall calculation flow. The required input files are as follows:

* run_params




plasma_profiles [hd.dat

ion_params

profile data_lhd

D11 star lhd sXXX (XXX: radial mesh number)
D13 star lhd sXXX

D33 star lhd sXXX

Utilde2 profile (optional)

The profile _data_[hd is the output file of PRO, and Dxx_star [hd sXXX files are the output files of
PERP1. Thus, input files to be newly prepared here are; run_params, plasma_profiles lhd.dat and
ion_params. As for Utilde2 profile, please refer below.

Note)

Utilde2_profile - Contains the quantity <U*>, where U is the Pfirsch-Schliiter flow function as defined by
Sugama and Nishimura. The first row is the number of points, then 1/a points and the corresponding (U?)
value. Note that if read_U2_file is .false. , then (U?) is calculated from D, at high collisionality.

The following parameters are defined in &run_params .
&run_params (details in penta.f90)

input_is_Er = .true. : If true, E, range is [V/cm] else e<ag>E/kT.
log_interp = .true. : If true, logarithmic -interpolation of DKES coefficients is used
use_quanc8 = .false. : If false, rect. approximation to convolution used
read_U2 file = .false. - If false (UP) is calculated from D *
Add_Spitzer_to_D33 = .true. : If true collisional portion of Ds;* is added else it is assumed to be included in-file
num_Er_test =50 : Number of £, points in search range
numKsteps = 10000 : Number of K (normalized kinetic energy) points (linear) for convolution
(used if use_quanc8=.false.)
kord_pprof =3 : Spline order for plasma profile fitting (and (U?) file)
keord =2 : Spline order for DKES coefficients fitting (for efield)
kcord =2 : Spline order for DKES coefficients fitting (for cmul)
Kmin =1.d-5 : Minimum K in energy convolution
Kmax =20.d0 : Maximum K in energy convolution
epsabs = 1.d-8 : Absolute tolerance for quanc8 (used if use_quanc8=.true.)
epsrel =1.d-6 : Relative tolerance for quanc8 (used if use_quanc8=.true.)
Method ='SN' : Which algorithm to use. Options are
'T" = Taguchi

'SN' = Sugama-Nishimura
'MBT' = Maassberg-Beidler-Turkin
'DKES' = Direct energy convolution
flux_cap=.true. : If true, min(Lradial) = 0
(enforcing minimum radial diffusion coefficient is set to zero,
for Method other than 'DKES', cf., penta.f90)
output_QoT_vs_Er = .false. :Iftrue O/T vs E, output file is written

&end

The following parameters are defined in &ion_params.

&ion_params

num_ion_species=1 : number of ion species

z_ion_init=1.0d0,  : the corresponding ion charge numbers (real, array) for each non-electron species

miomp_init=1.0d0, : the ion to proton mass ratio (real, array) for each non-electron species
&end

The plasma_profiles lhd.dat is the file for density and temperature profiles, as shown in Fig, 7. The first
line is the dimension number (arbitrary, not necessary to match with that of VMEC), and from the second
line, normalized minor radius (r.w/aq), electron density (n.), electron temperature (7,), ion density (n;) and



ion temperature (7;) (information for ions to be repeated according to the number of ion species). The units
.. 1 R . .
for the densities and temperatures are [ 10 8 m™] and [eV], respectively. It should be noted that the unit for

the density is [1019 m™] in params.txt, but [1018 m™] is employed here in make plasma_profiles.f90 which
creates plasma_profiles lhd.dat.

[ ] [ ] plasma_profiles_lhd.dat
o
De@Ex EHs o
200

0.0000000E+000  1.4046000E+001 1.6877000E+003  1.4046000E+001  1.8763000E+003
5.0251256E-003 1.4845686E+001 1.6876394E+003 1.4045686E+001 1.8762179E+003
1.0050251E-002 1.4944745E+001 1.6874575E+003 1.4044745E+001  1.8759717E+0@3
1.5@875377E-002 1.4043176E+001 1.6871544E+0@3 1.4043176E+001  1.8755614E+003
2.9100503E-902  1.4940981E+001  1.6867302E+003  1.4@040981E+001  1.8749873E+003
2.5125628E-002  1.4038162E+001 1.6861852E+003  1.4@38162E+001  1.8742495E+003
3.0150754E-002 1.4034720E+201 1.6855195E+003 1.4034720E+001  1.8733482E+003
3.5175879E-002 1.4@30657E+001 1.6847335E+0@3 1.4030657E+001  1.8722839E+003
4.0201005E-002 1.4@25975E+001 1.6838274E+003 1.4025975E+0@1  1.871@568E+0@3
4.5226131E-002 1.4020679E+001 1.6828016E+003 1.4020679E+0@1  1.8696675E+0@3
5.0251256E-002 1.4914770E+001 1.6816506E+003 1.4014770E+001 1.8681165E+0@3
5.5276382E-002  1.4008254E+001  1.6803929E+003  1.4@08254E+001  1.8664043E+003
6.@0301508E-002 1.4001133E+001 1.6790109E+003 1.4@001133E+0@01 1.8645315E+003
6.5326633E-002 1.3993412E+001 1.6775113E+003 1.3993412E+0@1  1.8624988E+0@3
7.0351759E-002 1.3985096E+001 1.6758946E+003 1.3985006E+001 1.3603070E+003
7.5376884E-002 1.3976191E+081 1.6741616E+0@3 1.3976191E+0@1 1.8579569E+0@3

B 3.0402010E-002 1.3966701E+001 1.6723130E+003  1.3966701E+001  1.8554492E+003
8.5427136E-002  1.3956634E+001 1.6703495E+@03  1.3956634E+0@1  1.8527850E+003

-:--- plasma_profiles_lhd.dat Top L18 CFundamental)
9.2462312E-801  8.1921524E+000 6.3075190E+002 8.1921524E+000 5.8298558E+002
9.2964824E-001 8.0249676E+000 6.1428888E+002 8.0249676E+000 5.6999767E+002
9.3467337E-001  7.8512015E+000 5.9727934E+002 7.8512015E+000 5.5662810E+002
9.3969849E-001 7.670G5@5C+000 5.7970449E+002 7.6706505E+000  5.4286090E+002
9.4472362E-001 7.4831071E+000 5.6154513E+002 7.4831071E+000 5.2867975E+002
9.4974874E-001 7.2883594E+000 5.4278164E+002 7.2883594E+000 5.1406793E+002
9.5477387E-001 7.0861916E+000  5.2339400E+002 7.0861916E+000  4.990@832E+002
9.5979899E-P01 6.8763834E+000 5.0336176E+002 6.8763834E+000  4.8348343E+002
9.6482412E-001 6.6587103E+000 4.B8266402E+002 6.6587103E+000 4.6747536E+002
9.6984925E-001  6.4329436E+000 4.6127949E+002 6.4329436E+000  4.5096580E+002

0 9.7487437E-001 6.1988499E+000 4.3918640E+002 6.1988499E+000 4.3393604E+002
9.7989950E-001 5.9561916E+00@0 4.1636256E+002 5.9561916E+000 4.1636695E+002
9.8492462E-001 5.7047265E+000  3.9278533E4+002 5.7047265E4+000  3.98238099E+002
9.8994975E-001  5.4442078E+000  3.06843160E+002 5.444207BE+000  3.795321BE+002
9.9497487E-001 5.1743843E+000 3.4327783E+002 5.1743843E+000 3.6022613E+002
1.0000000E+00@ 4.8950000E+000 3.1730000E+002 4.8950D00E+000  3.4030000E+002

-:--- plasma_profiles_lhd.dat Bot L196 (Fundamental)

Figure 7 An example plasma_profiles lhd.dat.

Executions can be made as,

JPENTA3 lhd s010 -1.5¢2 1.5¢2 100 1hd 1hd 0.0 2.

Meaning of each argument is as follows:

*  (Ihd_s010) Index for the database files for D;;, D3 and Ds;. In this case, D11 _star [hd s010 etc. are
read,

* (-1.5e2) The minimum value of the radial electric field for searching the ambipolar condition [V/cm]
(cf., see input_is_Er),

* (1.5e2) The maximum value of the radial electric field for searching the ambipolar condition [V/cm],

* (10) designation of the radial mesh number for the calculation,

* (0) The output file is (0) newly created, (1) overwritten to the existing file,

*  (Ihd) index (***) for the file, profile data ***,

*  (Ihd) index (***) for the file, plasma_profiles ***.dat,

*  (0) the value of the electric field parallel to the magnetic field,

* (2) Smax --- The upper limit on the summation of Laguerre polynomial terms. Since the summation is
from 0 to Smax, the number of terms used is Smax+1. This affects the number of parallel flow
moments.

The output files are as follows (details in penta.f90);
* flows vs Er : Contains the Sonine weighted parallel flow moments for each Er in the ambipolar
search range.

« flows vs roa : Contains the parallel flow moments for each species evaluated at the ambipolar
radial electric field. The format is: r.p/ase, Er, eaooEd kT, (B*uye)/{B>), (B*uyi)/(B°) ...



Here ( ) indicates a flux surface average, ks is the Sonine polynomial of order "k" weighted parallel
flow moment for the species "s". So, after the E; and e<aqo>E,/kT. first each Sonine weighted parallel
flow moment (from k=0 to ~=Smax) is listed for the electrons, then each moment for the first ion
species, each moment for the second ion species, etc.

fluxes vs_Er : Contains the radial particle fluxes for each surface for each value used in the
ambipolar Er search loop. The format is: reg/ag, E., e<aoy>E/kTe, Iy 'y, [ip s ...

fluxes vs _roa : Contains the radial particle and energy fluxes for each run surface for each
ambipolar root. The particle fluxes /are listed for each species [units of particles/(m’s)] and the energy
fluxes as O/T [units of 1/(m’s)]. The format is given as reg/aoo, Ey, e<aoo>E/kT,, e, O/ Te, i1, Oit/ T,

Here the horizontal ... indicates that additional ion species will be listed horizontally, and the vertical ...
indicates that additional ambipolar root results will be listed vertically. Each additional surface for a
given run will then follow the same format and can be appended to this file.

Jprl vs_roa : Contains the parallel current densities in a similar manner as fluxes vs_roa above.
The format is refﬂ/a99; Er: e<a99>Er/kTey Jprl,ea Jprl,il; Jprl,iZ; see s Jprl-

Here the units of the current densities are [A/mz] and Jp s = nqb*uys) where ny is the density, g, the
charge and b is the normalized magnetic field b=(B)/(B*)"”. The total parallel current Jpri 18 then the sum
over species.

ucontra_vs_roa  : Contains the contravariant Boozer coordinate poloidal and toroidal components of
the flow. These flows are given as (u,,) = (u-V) (toroidal case is similar). The units are thus [1/m].
The forrnat Ofthe ﬁle iS reff/a99; Er: e<a99>Er/kTey <upol,e>7 <utor,e>7 <up01,il>7 <utor,il>7

plasma_profiles check : Contains the plasma profile values actually used at each surface (7, n, and
those gradients). Allows for the fits to the provided data points to be evaluated.

PENTA executions for each flux surface, and then merging each fluxes vs roa to one file provides the
radial profiles such as of ambipolar radial electric field, particle and energy fluxes, and flow velocities.

3 SEMI-AUTOMATED EXECUTION MODULE OF DKES/PENTA

3.1 General remarks

The Ruby script (run_vbdp.rb) has been prepared to make the above described sequential calculations in a
semi-automated manner (VMEC, BOOZ_XFORM and PRO on a local computer = DKES and PERP1 on
the Plasma Simulator = PENTA on a local computer). Here, how to utilize this script is explained.

(1) Prepare input.vmec and params.txt.

(2) Set parameters in run_vbdp.rb.

(3) Execute “ruby run vbdp.rb”.

(4) Copy files in directory FX (created by (3)) to the arbitrary directory on the Plasma Simulator.

(5) Execute “pjsub go_dkes fx.csh” in the directory of (4) on the Plasma Simulator.

(6) When the job on the Plasma Simulator ends, copy files for D11 etc. in the directory PENTA (created by
(5)) to the directory PENTA (created by (3)) on a local computer.

(7) Move to the directory PENTA on a local computer and then execute “go penta_mpi.csh”.




3.2 Input parameters
The contents of the input file, params.txt, to be prepared are as follows.

&param

#nr_min=16

#nr_max=16

#dnr=1

nr_list=16,30,40

mboz=12

nboz=14

ncmax=10

nemax=10

cmul_min=1.0e-4
cmul_max=4.0cl
efield_max=1.0e0
efield_min=1.0e-12

eps=2.0e-1

e_min=-200

e_max=200

smax_penta=2
code_dir=/Users/masahiko/Dropbox/work/PENTA _release/ver2_test/bin input_vmec_file=input.vmec
input_booz_file=in_booz.vmec
coupling_order=3.4,5
legendre_modes=10,20,40,80,160
comp_dkes=fx

fx_class=X24

fx_node=12

fx_mpi_proc=384
fx_elapse=24:00:00
fx_account=16299
fx_code_dir=/data/Ing/masahiko/T ASK3D/dkes/bin
&end

&profile param

num_ion_species=2

z_ion=1.0d0,6.0d0

mass_ion=1.0d0,12.0d0

cne =1.7126,-1.9779,4.1083,-1.582,-1.0552

cte =3.3056,-4.8812,11.895,-16.001,6.2889
cni(:,1)=1.6243,-1.9751,4.1034,-1.6989,-0.8964 1
cni(:,2)=0.014708,-0.00046668,0.00081616,0.01949,-0.026469
cti(:,1)=3.9691,-5.0715,2.7031,-0.95528
cti(:,2)=3.9691,-5.0715,2.7031,-0.95528

&end

&penta_param
input_is_Er = .true.
log_interp = .true.
use_quanc8 = .false.

read_U2_file = .false.
Add_Spitzer_to_D33 = .true.
num_Er_test =400
numKsteps = 10000
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kord_pprof =3

keord =2
kcord =2
Kmin =1.d-5
Kmax =20.d0
epsabs = 1.d-8
epsrel = 1.d-6
Method ='SN'

flux_cap=.true.
output_QoT_vs_Er = .false.
&end

Other parameters should also be defined in a run script: run_vbdp.rb, as follows.

® nr_min, nr_max, dnr, nr_list

These parameters define the range of radial meshes for which calculations are performed. Set nr_min,
nr_mayx, dnr, or, set nr_list. Put # for unused options. (nr_min =2, nr_max = 60, dnr=2) makes calculations
for nr=2, 4, ---, 60. If nr_list = 16, 35, calculations are made for nr= 16, 35. Here nr should be larger than or

equal to 2.

® mboz,nboz
These parameters define the mode numbers used for BOOZ_XFORM.

® ncmax, cmul_min, cmul_max

These parameters define the scan-range of cmul for DKES executions. The ncmax cmul values are
calculated in the range from cmul_min to cmul_max, and then they are written in the file, cmul.txt. DKES
reads those values of cmul from cmul. txt, and executes sequentially. Here, cmul values are calculated so
that they are equal-interval in a logarithmic scale. It should be noted that diffusion coefficients for
collisionality below cmul min are given based on the extrapolation.

demul=(log(cmul _max)-log(cmul _min))/dble(ncmax-1)
do i=1,ncmax

cmul(ncmax-i+1)=exp(log(cmul min)+dble(i-1)*dcmul)
end do

® nemax, efield_max

These parameters define the scan-range of efield for DKES executions. The nemax efield values are
calculated in the range from 0 to efield_max, and then they are written in the file, efield.txt. DKES reads
those values of efield from efield.txt, and executes sequentially. Here, efield values are calculated so that
they are equal-interval in a logarithmic scale (details in eclist.f90).

efield(1)=0.0d0
defield=(log(efield max)-log(efield min))/dble(nemax-2)
do i=2,nemax
efield(i)=exp(log(efield min)+dble(i-2)*defield)
end do

® eps
This parameter sets the target value for the DKES convergence check. DKES executions give the upper
and lower bounds of the mono-energetic diffusion coefficients (such as L, and Ly, for L;;). The
convergence is checked by using the following values so that err can be smaller than the set value of eps.
dl11=(111m-111p)/(11 1m+111p)*2.0d0
d131=(131m-131p)/(13 1m+131p)*2.0d0
d133=(133m-133p)/(133m+133p)*2.0d0
err=max(dl11,d131,d133)

® coupling_order, legendre_modes
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These parameters define mode numbers employed in DKES calculations. For example,
coupling_order=[3,4,5] and legendre_modes=[10,20,40,80,160] are set, the convergence is checked, firstly
by fixing coupling_order to 3 and increasing legendre_modes from 10, to 20, to, ..., to 160. If this
sequential examination does not reach the convergence (eps), then, coupling_order is increased to 4, and
then to 5, with the maximum values of the set legendre_mode. It should be noted, however, that the total
time required for this convergence check scales as (coupling_order)’x(legendre_mode), and thus it is not
practical to lower the value of eps more than necessary.

® comp_dkes, fx_class, fx_node, fx_mpi_proc, fx_elapse, fx_account

If DKES calculations are performed in the Plasma Simulator, set as comp_dkes=‘fx’, and set parameters
fx_class, fx_node, fx_mpi_proc, fx_elapse and fx_account properly. Total number of DKES runs may
become a large number (for example, radial mesh: 2~61, cmul: 15, and efield: 15 results in the total number
of 13,500 (=60x15%15)), and these will be executed in parallel.

® e _min, e_max
PENTA is executed for the range of the radial electric field, from e_min to e_max ([V/cm]).

® smax_penta
This parameter defines the upper limit on the summation of Laguerre polynomial terms in PENTA.

® penta_mpi, penta_mpi_proc

PENTA is executed in mpi by setting penta_mpi=‘yes’ with the execution module, penta_mpi.exe. The
number of parallel executions should be defined by the parameter, penta_mpi_proc. If penta_mpi=‘no’ is
set, then PENTA is executed successively, with the execution module, penta_sgn.exe. (These are only
available in the mpi-environment).

3.3 Calculation flow
The calculation flow for the semi-automated executions are as explained sequentially.

[1] On_ alocal computer

1-1. Create the directory VBD for executing VMEC, BOOZ_XFORM and PRO.

1-2. Create the directory FX which stores files required for executions on the Plasma Simulator.

1-3. Create the directory PENTA for executing PENTA.

1-4. Execute VMEC.

1-5. Execute BOOZ_XFORM.

1-6. Execute eclist.exe to create parameter lists, efield.txt and cmul.txt.

1-7. Create files, go_dkes.csh and input _dkes mpi.txt, required for executions on the Plasma Simulator, and
then store them in the directory FX.

1-8. Execute PRO to create profile data lhd, and then copy it to the directories FX and PENTA.

1-9. Execute make_plasma_profiles.exe to create plasma_profiles lhd.dat, and then store it in the directory
PENTA.

1-10. Create input files for PENTA, ion_params, run_params and input_penta.txt, in the directory
PENTA.

1-11. Create execution script for PENTA, go_penta_mpi.csh or go_penta_sqn.csh, in the directory
PENTA.

1-12. Create directories PENTA p and PENTA m if check_bounds=‘yes’, and copy or create necessary
files there.

[2] On_the Plasma Simulator
2-1. Create working directories for each flux surface. For example, create the directory s010 for thr flux
surface with radial mesh number of 10.
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2-2. Create working directories for each combination of parameters efield and cmul. For example, create
directories from e001_c001 to e015 c020 (total number of 300) for the total numbers of parameter
scans are 15 (for efield) and 20 (for cmul).

2-3. Allocate DKES execution script, go_dkes.sh, on all the working directories such as s010/c001 c001.

2-4.Make symbolic link to boozmn.vmec and wout.vmec on all the working directories such as
s010/c001_c001.

2-5.Execute go_dkes.csh successively on all the working directories such as s010/c001_c001.

2-6. Create tmp _xxxxx.txt from results.vmec obtained from DKES parameter runs.

2-7. Execute xperpIto create the diffusion coefficient database such as D11 star [hd s010.

2-8. Create the directory PENTA, and then store the diffusion coefficient database such as
D11 star lhd s010 there.

2-9. Accumulate tmp_xxxxx.txt for each flux surface to DKES/tmp sXXX.txt. Also, accumulate
tmp_visc_xxxxx.txt for each flux surface to DKES/tmp visc sXXX.txt.

2-10. Delete working directories such as s010.

[3] PENTA calculations on a local computer

3-1. Create working directories for each flux surface. For example, create the directory s010 for the flux
surface with radial mesh number of 10.

3-2.Move or copy files necessary for PENTA calculations to all the working directories.

3-3. Execute execution module, PENTA3, on each working directory.

3-4.Create fluxes vs_roa.txt and flows vs_roa.txt by reading output files, fluxes vs roa and flows vs roa
created on each working directory.

3.4 Convergence check of DKES calculations

DKES gives upper and lower bound of the mono-energetic diffusion coefficients (for example, L;,, and
L1y, for the actual solution, ;). Increasing coupling_order and legendre_modes which are input parameters
to DKES can narrow the gap between this upper and lower bound, and then to provide more accurate mono-
energetic diffusion coefficients. As an example, Fig. 8 shows the dependence of L, and L, on these input
parameters for cases with cmul of (a) 107 and (b) 10™.

The following parameters are defined in run_vbdp.rb for the convergence check of DKES calculations (cf.,
description in Sec. 3.2).

coupling_order=[3.,4,5]
legendre_modes=[10,20,40,80,160]
eps=0.2

This combination of parameter settings execute DKES, firstly by fixing coupling_order to 3 and
increasing legendre_modes from 10, to 20, ..., to 160. If this sequential examination does not reach the
convergence (eps), then, coupling_order is increased to 4, and then to 5, with the maximum values of the
set legendre_mode. It should be noted, however, that the total time required for this convergence check
scales as (coupling_order)’x(legendre_mode), and thus it is not practical to lower the value of eps more
than necessary (especially in low collisional regime).
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Figure 8 Dependence of L, and L, on parameters of coupling_order and legendre_mode
for cases with cmul of (a) 10™ and (b) 10™.
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