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Particle-in-cell simulation on the mechanism and scalability of Terahertz Generation from
atmosphere plasma ionized by two-color fs laser
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YGraduate School of Engineering, Osaka University
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Introduction

Recent years have seen a growing interest in
nonlinear  interactions  between intense THz
electromagnetic fields and materials including warm
dense  matters, semiconductors,  nanostructure
materials [1-4].  Generation of intense THz
electromagnetic field whose electric field is stronger
than 1 MV/cm is critical to pave the way for new
studies and applications in this direction. One of the
promising approaches is to use plasma as the radiation
source. Plasma by its nature does not have damage
threshold in contrast to other conventional methods
using solid nonlinear crystals [5]. It has been
demonstrated that a nonrelativistic laser can efficiently
generate THz radiation, given that the laser has two
frequency components, namely, a fundamental

frequency w and its second harmonic 2w [6-9].

One obvious way to increase the THz power with this
two-color laser scheme is to increase the incident laser
power. However, as the laser intensity increases, non-
linear plasma effects become essential and may
negatively result in THz radiation. Despite of
numerous experimental works on the topic, there is a
clear lack of theoretical and numerical examination of
THz radiation during the interaction of realistic

femtosecond laser pulses with underdense plasma.

This reflects the numerosity of physical processes that
result in THz radiation during the laser pulse
irradiation and afterward: the processes of frequency

up-shift in the front of a pulse and & vector downshift

in the rear resulting in beat waves; pulse modulation
owing to the refraction on the electron density ramp;
steep plasma boundary, etc. All instabilities inherent to
plasma result in THz radiation in a certain range of
wavelengths and in a direction determined by a process
of radiation; dispersion effects in plasma on THz
radiation occurring at higher density plasma have yet to
be understood. Due to the nonlinear nature of those
phenomena, it is hardly possible to carry out an
analytical examination incorporating all the nonlinear
processes involved in the THz radiation emission from

strongly ionized air.

It is therefore necessary to look into the interaction
between femtosecond laser pulses and underdense
plasma with kinetic simulations that self-consistently

include plasma and atomic physics [10—-13].

In the report, a numerical study on the mechanism and
scaling law of THz generation with a co-propagating
two-color laser pulse in air is presented for the peak
fundamental laser intensities of 1014, 10" and

10" W/em?.

Description of Particle Calculation
Method

To take into account the most important effects, the
particle-in-cell simulation including ionization kinetics
has to be performed. In this work, the variable particle
weight method is used to calculate the particle density,
which is based on the solution of balance equations for

density and energy [14]:



dN,/dt=S_N,_ —(S,+R)N,+R, N

i+17 Vil 2

Ne:ZiNi’ND:zNi’dE/dtZO (1)
i=1 i=0

where S;, R; are the total ionization and recombination

rates for i ion, N, is the electron density, Np is the gas

density, £ is the total energy. The charge growth is

calculated as AQ, = +eAtV,, z S, N, andis

=0
redistributed over all particles in a kinetic cell M with
its volume Vy; with the correction of their kinetic

energy.

In case of optical field by femtosecond laser pulses
and within a relatively short time of simulation,
recombination can be ignored and the ionization
equations in Eq. (1) can be simplified as
dN,/dt =S, N, . The ionization rate is written in

the well know approximation [6-9]:

1 S/ZE 2 ] 3/2E
S, =4w,g,| | —Lexp|-—| | 4| >
Ry E 3\ Ry E

where @, =me*/h’ and E, =m’e’ /" the atomic
frequency and atomic electric field strength;
Ry =m?e* /2h* , I is the potential for ion with
charge k; g is a factor ~1, E is an external field
strength. The energy conservation is achieved by
introducing an atomic current, which provides the
Ohmic heating equivalent to the power loss for the

ionization:

J.E* =Y 1,S,N, »to Maxwell equations.
k=0

Results and Discussion

To study the characteristics of THz radiation, PIC
simulations using FPLaser2D [13] with a moving
window were performed for a linearly polarized laser

pulse propagating in air under normal pressure. The 2D

calculations are performed for the laser intensity from
10" (which is about the threshold intensity for air)

to 10" W/em®* and 90 fs FHWM duration. The
calculation are performed for a two-color laser pulse
whose wavelength consists of A = 0.8 um and A; = 0.4

um. Both are p-polarized. The total energy in the

second harmonic is ~ 0.3 times the energy of
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Fig. 1. (a-d) p-polarized electric fields over simulation
area after 0.1, 2.1, 3.6 and 4.2 ps after propagation in the
gas, (e) transverse profile at 4.2 ps, and (f-h) profile along
laser propagation axis x corresponding to (a), (¢) and (d),
respectively. The peak intensity of fundamental pulse is 7,
=10"° W/em®, and 20 at I, = 0.3 I,,.



fundamental harmonic. The focus spot of the
fundamental harmonic is chosen to provide the
Rayleigh length on the order of 1 mm; the focus spot of
the second harmonic is same as that of fundamental
harmonic. The size of the simulation window is 320
um by 150 pm and A, /10 spatial resolution; the kinetic
cell is twice as large as the PIC one. The kinetic
simulation was simplified by including only nitrogen

molecules; the laser pulse is set as Gaussian.

Fig. 1 shows the time evolution of the electric field of
the p-polarized two-color laser pulse propagating in the
air. The intensity of the fundamental pulse is 7 = 10"
W/em?® at the focus point. Fig. 3 shows the particle
ions under the same

densities for electrons and

simulation condition. The maximal electron density in

this case is N™ =3x10" cm™. Therefore, plasma is
almost fully ionized. The maximal plasma frequency is
about @, ~ @8 or v~ 40 THz. One can see
modulations of the laser field strength both in
longitudinal and transverse directions. The refraction
of laser field by results in the density decrease and,
consequently weaker, but further refraction according

to the eikonal equation:
d@/dx =-0.5V [N,(6)/N,]

, where @is the angle of light beam propagation. This
process is nonlinear as seen in Fig. 1e. The modulation
of the central part of the laser pulse owes the refraction
effect while the modulation of pulse wings is the THz
radiation. The most powerful part of the THz radiation

can be seen in Fig. 1h in the middle of the field. The
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Fig. 2. Temporal evolution of the laser field and THz radiation along with the plasma density and spectra with a laser pulse

which comprises of both fundamental and second harmonic components. The peak intensity of fundamental pulse is 10'¢

W/em’. From (a) to (c), they are taken at 7=0.1, 2.1 and 4.2 ps after laser propagation in the gas.
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Fig. 3. Electron and ion densities after propagation of a p-
polarized two-color laser pulse in air with the peak intensity
of w at I, = 10'®* W/em? and 2w at I, = 0.3 I,,. (a) electron
density, (b-d) density of 1+, 2+ and 3+ nitrogen ion,
respectively.

Duration of THz impulse is about 7 fs which displays a
broad spectrum of that long wavelength radiation. That
agrees well with previous theoretical work [15]. THz
pulse cuts the laser pulse into two parts: the front part
initially responsible for the optical ionization is
essentially depleted while the second, rear part has al-

most intact Gaussian profile.

To reveal the process of THz radiation formation, the
temporal evolution of the laser field and THz radiation
along with the plasma density and spectra is shown in.
Fig. 3. The THz radiation is calculated as inverse
Fourier transformation with short wavelengths cut-off.
One can see that THz radiation occur initially a little
bit far from the ionization front. Then the strong
steeping of electron density is observed along with the

THz power increase. Therefore, the long wavelength

radiation can propagate straightforward. Corresponding
spectra exhibit the strong up-shift frequency
components for both the fundamental and second
harmonics and the correlation between the frequency
up-shift and the frequency of THz radiation. It reveals
one of the main mechanisms of formation of THz
radiation; the ionization current creates beat waves
whose characteristics depend on the ionization
frequency up-shift. Interference of the beat wave with
the second harmonics radiation is the sources of the
current oscillating at the frequency of 2w, which is

responsible for the long wavelength radiation.

We also performed the calculation of two-color p-
polarized pulses with lower intensities. The
dependence of power of THz radiation on the laser
pulse intensity is presented in Fig. 4 in which the THz
power generated by different laser intensities are
shown for two THz propagation angle, namely, 0 and
30 degrees. In both cases one can see two different
slopes in the curves: up to the laser intensity /~10"
W/em?, the power growth is faster than linear, while
after the growth is slower than linear. An
approximation function can be presented as following:
W~ A(I/B) e witha=0.7,A=9x 107, and B =
(2-3)x 10" W/em?.
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Fig. 4. The dependence of power of THz radiation
on the laser pulse intensity at the emission angles at
(a) 0° and (b) 30°. Dotted lines indicates linear
growth of THz power against the laser intensity.



Conclusion

In conclusion, a numerical study on the mechanism
and dependence of THz power radiated from air
plasma produced by femtosecond laser pulse with
fundamental and second harmonic components is
presented. Beat wave generation between waves with
and without frequency shift induced by laser-produced
plasma is observed and attributed to the formation
mechanism of the THz radiation. On the scalability of
THz radiation by the two-color laser scheme, we have
found strong non-linear dependence of the THz power
on the laser intensity. The power growth is faster than
linear up to laser intensities on the order of 7 ~ 10"
W/cm?, then, the growth becomes slower than the
linear; therefore our results show that the conversion

efficiency reaches its maximum at 7 ~ 10> W/cm®.
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Table.1 R, : Taylor microscale Reynolds number,

K(=u?/2) : Average kinetic energy, € : Average
dissipation rate, L : Integral length scale, A : Taylor
microscale, n : Kolmogorov length, 7,(= L/u") : Eddy
turnover time according to L, tx(= (ve)¥/?) :
Kolmogorov time scale, 7, (= L/u") : Eddy turnover
time according to L, T7(= (l}% /5)1/3 ) : Characteristic
time due to forcing, T(= l;/u’) : Eddy turnover time due
to forcing, S,,, : Skewness of velocity fluctuation, F,, :
Flatness of velocity fluctuation, S, : Skewness of
velocity derivative(u,, = du;/0x;), F,, : Flatness of

velocity fluctuation.
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Filtered DNS data and the results obtained using
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REN—RICFIH STV ET,

i 256,

R— ME 22268 LES, (BLFOWEE I TeraTerm DHA)

0y A g hHE A= o —WENPERSILET O T, Frontend Terminal(fronta~frontd) D& = (1~4) % A ) L 7
By hEy RERICERELE T, TRy bRy FIRRTT 07 7 A0 S L, Ay FY 7R o
AL FHEEROMHEGRR R EERITWET,

TN a—T 4T

Tera Term: LS

Ffot el A R 4412 7login.hpe.cme.osaka-u.ac.jp”. 7’17 k2L (Hh—ER) [£”SSH”, TCP

X]

S5HZ2 v

L

UNSPEC Y|

@ TCp/P RARTH | login.hpc.cmc.osaka—u.ac.jp
Gl S e}
H-E2 OTelnet TCPH = #(E:
@ ssH SEHA =T
Czoth JOkJKC:
O 2P IKE" M—h(R:  [cOom
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No | 8%

TERBNA

%

1 £773 TGN

AU F =Ry MIEHTE TWVDED

B e R A DA S HE S TH R

AR A R4 login.hpe.cmc.osaka-u.ac.jp

TCP 7" — FMHE - T

TCP AR— | : 22

SSH THEREL TV 5

Telnet Tl 7]

Tr7AT I A=Ay NT—7 OFET SSH,
TCP AR— bk 22 DFEAZFFAI LT\ 5 5
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a—W4 FIHEERD) HHEES THRnn

XA T — RAREE S TR
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2. Tal T LD ST ONT
Tar I AOa LA NME T ey 2y RiERTITWET,

% ifort test.f —— (Intel FORTRANIV S/ S D ET)

Intel =22 /%4 X PC 7 7 AX TEITT 50— RFEY 2 —/Ma.out) ZER L 9,

% sxf90 test.f —— (SXAZBROAVINISDETT)

SX fizma Rz "4 F1F SX-8R AAlou— REY 2 —(aout)x 7 a v b R R TIERKR L %
T, SX-9Hou— REY 2 — VEEKRT HHGEITAT T a NI cfsx9" 11T T &0,

Fa A 7 O]

| C | C+ | FORTRAN |

Intel A2/ 1(5 % icc test.c ‘ % icpc test.c ‘ % ifort test.f

MPI O/ (5
( MPI-CH 127p1a )

% mpif77 test.f

% mpicc test.c ‘ % mpiCC test.c ‘ % mpif90 test.f

% sxct+ test.c % sxct+ test.c % sxf90 test.f

SX-9 FADIHEE(L “~cfsx9” AT a3 %FIA
Karv XA )VF T a v OFEMCONWTIE~ =2 T VSRS LT E &0,

SX /AR IS

NSNS a—F 4T

No | 8% ERBINA ik

ALNRANTER | 2T —=A v =V aiEdd 5, DUFIC RN ZRT,

A LA T DOIRANEES TV D (Intel MPI) 7X A : opt/intel/mpi/3.2/bin64
2~ K : C: mpiicc, C++ : mpiicpe,

Fortran : mpiifort

vy FANRHES>THD

2 AN NET— | 2T =R =V EERT D, LTICERRERNERT,
BIEAETD T a L DREDEES TV D
Voo 5%747 70 ORENRRIESTWD PC 7V FAXMTAT TN SX 747
7V DHERT D
U ATy ar OEIENES Yo AT a TR 7 7 AN K0,

F DL E D RICHRIET S

o — R TSHIS), efT=2— KA TCRLE) 127 | W Fo o~y R TXFa— K% [TEUC),
> T2 (FEIZ Windows ETIERKL7Z7 7 A V% | fT2— K% [CR) IZEWHT D
FTP #i5k L= 5 A %6 24E) nkf-e-Lu[7 7 A /V]>[—FET 7 A L]

my [ —HF7 7 AV [T 7 A V]

FCHI DY A X708 M AE Y B A ZHRRKE W UToATva r288ET D
Intel = 2731 7

-mcmodel=large -shared-intel
SX7mAarsiq 7.

-size_t64 (C/C++). -ew (Fortran)
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a AR — REYa—/b (aout) FA—/3—aEa2—Z KN PC 7T AKX TEITTHITIE.
NQSAZ U N7 7 ANEEKRL, NyFIUITZAMELTHERALET,

Fa—4 (LLFD [#PBS -qPCCJ) ZIBEL, Ny TF Va7 ORAEEZHTEL TLEIN, Fa—4I1X
UTo#y T3, A7 VT N7 7 ANVOIERITIE, vigEDTT 1 2% ZHIHS 7230,

Fa—4% INYFUITIRAS Fa—4 INYFOITERAL
SX9 SX-9 HCC-S A3V HSRZ(RHE)
SX8F SX-8R HCC-T A3 HSRZ(EH)
SX8L SX-8R HCC-M AR OSRZ(EH)
PCC PCUZ A%

NQS 227 V7 kD

/#! I ieh \

#

#i#t Sample Script #i#

#

#PBS —q PCC t Ny FV 72 NERATIHEHKDOF = —4 DIEE)

#PBS —-1 cpunum_job=4, memsz_job=15GB, elapstim_req=5:30:00
# (EHFACPUEL - AE U & - Kl 2 F87E)

cd $PBS_O_WORKDIR # (qsubZE TR Lo FF 4 L7 R U ~BiE))

\/a. out # (Fus 7 LDET) /

Ny F YT ANOENZ, "qsub” T~ REfnET,
EFIZANAYyFIV A N2 5L 72X MID BMfHF6vET,
Request 12345.cmc submitted to queue: PCC.
T
ZUMTF ANy TV 72X NI V7= A NID BMHTF6ihs,

oINS a—T 4T

No | #H% fERBNA k=

1 EEFIZHEATER | 27 =R b=V %R 5, UTFICERFERNEZRT,

A X o —HDE D “#PBS -q@” THEE L TV D F = —4 & kS
T5
T a UHED g, R E L BATOA T T 3 VICEEND

IRVDMERE T S

INT A =B PED “cpunum_job” 72 &'\ HBATD/NT A —F DFE
D EIZHEVRRODHERT D
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% sstat
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No | Bi% flERBINAR

%

1 FATS N2
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nkf-e-Lu[7 7 A /V]>[—FET 7 A L]
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NQS A7 U T N7 7 A IVOREATIZSEATR /20

(csh 227 U7 FDHA)

Bf#ATICa~y RERl L TWAEA, &
FEARD

NQS A7 U T NI 7 ANDT 0l T LAOFRENR

HEHoTWD

HRET 7 A VA XA EATHERR, A F
U (PCC . SX-8R . SX-9 ) %
RS D

NQS A7 U N7 7 A /LD#PBS™ T DRI 3@ D

o~y T8 D5

“HPBS 1T % 4= C itk #
TR )

VHEF O a~w Yy RYT

2 T =NRETD

TT—=A b=V D, UTFICERENZRT,

70T LFEATHICR IS D

NQS A7 U7 K7 7 A /LD elapstim_req”
DfE (i) 2 Rk&<35

AEVUNEY 720 (” Exceeded memory size limit”%

DT T—NHB)

NQS A2 U7 K77 A /LD memsz_job” D
(/) —=FY720DAEYHAX) 2RE
<T5

” Batch job received signal SIGXRLGI. (Exceeded
RLGI limit” & W9 =T —73H %

EREH T e T — 12 Y XA LT R
RETT AT B LTS

[T —a— K] [AvE—] PROG[Y — A7 7
A V] ELN=[1T](YYYYY) TASKID=Z"& 95 7 4 —

<~y hOZT—NHD

[V—=AT7 7 A NV]DATIZ[A v E—DNC
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4., NRRAT— REIUTDNT
KRBUGH RS AT LD NRAT — REENTZHE1E, RO URL (80 5 /3 A T — REHJHIZHLEFHIEZ T
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