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Abstract

One of the many crucial issues in fabricating state-of-the-art Complementary Metal Ox-
ide Semiconductor transistors is the precise electrical characterization of Ultra-Shallow
Junctions (USJs) such as the source and drain extension regions. In this work, we eval-
uate the capabilities of the Photomodulated Optical Reflectance (PMOR) technique,
such as implemented in the Therma-Probe (TP) tool, for fast and non-destructive car-
rier profiling in Si. PMOR is an optical pump-probe technique wherein the probe laser
measures the sample reflectance (DC reflectance) as well as the pump-laser-induced
changes in sample reflectance (AC reflectance).

This work first develops a physical model to explain quantitatively the behavior
of the DC and AC reflectances, as measured on both homogeneously doped and non-
homogeneously doped Si. Particular focus is set upon the behavior of offset curves
in which both signals are recorded as a function of the pump-probe beam distance.
The model is based on the quantitative study of the physical origins of a change in
reflectance and in refractive index, complemented with the derivation and the resolution
of the transport equations of the pump- and probe-induced excess carrier and heat
distributions in both homogeneously and non-homogeneously doped Si.

The model is tested on homogeneously doped silicon and on box-like active doping
profiles. Most important of all, this assessment shows that, while the dependence of
both signals upon the depth of the active doping profiles is quantitatively modeled with
a high accuracy, the dependence upon the active doping concentration requires further
improvement.

Finally, the capabilities of PMOR for carrier profiling are evaluated. More partic-
ularly, three techniques are developed for the extraction of information about active
doping profiles from PMOR measurements. The first two techniques are based on the
measurement of the AC reflectance and allow for the determination of the junction depth
of box-like active doping profiles. Whereas one technique proves to have a low accuracy,
the other leads to the fast and non-destructive determination of the junction depth with
sub-nanometer precision and accuracy. The third developed technique is a model-based
full-profile characterization technique combining the use of the AC and DC reflectances.
The technique is able to reconstruct state-of-the-art profiles with a very high precision
but a low accuracy, owing to the remaining modeling errors. In spite of its current low
accuracy, this last development gives a very bright outlook on the possible use of PMOR,
for carrier profiling.
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Samenvatting

Een van de vele essenti€le aspecten bij het aanmaken van Complementary Metal Ox-
ide Semiconductor transistoren is de nauwkeurige controle van de elektrische karak-
teristieken van Ultra-Dunne Juncties zoals de bron en afvoer extensiegebieden. In dit
werk, evalueren we de mogelijkheden van de gemoduleerde optische reflectietechniek
(PMOR), zoals geimplementeerd in het Therma-Probe (TP) toestel, voor snelle en niet-
destructieve ladingsdragersdiepteprofilering in silicium. PMOR is een optische pump-
probe reflectietechniek waarbij de probe laser zowel de monsterreflectie (DC reflectie)
als de pump-laser-geinduceerde veranderingen van de monsterreflectie (AC reflectie) op-
meet.

Dit werk ontwikkelt eerst een fysisch model om kwantitatief het gedrag van de DC
en AC reflecties op homogeen en niet-homogeen gedopeerd Si te verklaren. Bijzondere
aandacht wordt besteed aan het gedrag van offset curves waarbij beide signalen in func-
tie van de pump-probe bundelafstand opgemeten worden. Het model is gebaseerd op
een kwantitatieve studie van de fysische oorsprong van de veranderingen in reflectie
en in brekingsindex en op de afleiding en de oplossing van de transportvergelijkingen
voor de pump- en probe-geinduceerde excess ladingsdragers en warmteverdeling zowel
in homogeen als niet-homogeen gedopeerd Si.

Het model werd getest op homogeen gedoteerd silicium en op boxdoperingsprofie-
len. Belangrijk hierbij is dat deze testen aantonen dat terwijl de diepteathankelijkheid
van beide signalen correct kwantitatief gemodelleerd werd, de modelering van de doper-
ingsafhankelijkheid nog verbeterd dient te worden.

Ten slotte werden de mogelijkheden van PMOR voor ladingsdragersdiepteprofiler-
ing geévalueerd. Drie technieken werden ontwikkeld om informatie over actieve doper-
ingsprofielen te extraheren uit PMOR metingen. De eerste twee technieken zijn gebaseerd
op de meting van de AC reflectie en kunnen de junctiediepte van boxdoperingsprofielen
bepalen. Terwijl de eerste techniek een vrij lage nauwkeurigheid blijkt te hebben, leidt de
tweede techniek tot de snelle en niet-destructieve bepaling van de junctiediepte met een
sub-nanometer precisie en nauwkeurigheid. De derde ontwikkelde techniek is een model-
gebaseerde profielkarakteriseringstechniek die het gebruik van de AC en DC reflecties
combineert. Deze techniek is in staat om state-of-the-art profielen te reconstrueren met
een zeer hoge precisie maar voorlopig nog met een te lage nauwkeurigheid, als gevolg van
de nog resterende modeleringsfouten. Ondanks zijn huidige beperkte nauwkeurigheid,
geeft deze laatste ladingsdragers profileringstechniek wel al heel veelbelovende resultaten.

iv



Publications and Conference Contributions

Peer-Reviewed Publications: First Author

Bogdanowicz Janusz, Clarysse Trudo, Moussa Alain, Mody Jay, Eyben Pierre, Van-
dervorst Wilfried and Rosseel Erik
Non-Destructive Characterization of Activated Ion-Implanted Doping Profiles Based on
Photomodulated Optical Reflectance. Proceedings of the 18th International Conference
on Ton Implantation Technology, AIP Conference Proceedings, 1321:220 , 2010.

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried and Sal-
nik Alex
Electrothermal Theory Of Photomodulated Optical Reflectance on Active Doping Profiles
in Silicon. Journal of Applied Physics, 108: 104908, 2010.

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried, Rosseel
Erik, Nguyen Ngoc Duy, Shaughnessy Derrick, Salnik Alex and Nicolaides Lena
Nondestructive Extraction of Junction Depths of Active Doping Profiles from Photomod-
ulated Optical Reflectance Offset Curves. Journal of Vacuum Science & Technology B:
Microelectronics and Nanometer Structures, 28(1):C1C1, 2010.

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried, Shaugh-
nessy Derrick, Salnik Alex, Nicolaides Lena and Opsal Jon
Impact of Inactive Dopants in Chemical Vapor Deposition Layers on Photomodulated
Optical Reflectance. Materials Science & Engineering B, 154-155:234-239, 2008.

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried, Shaugh-
nessy Derrick, Salnik Alex, Nicolaides Lena and Opsal Jon
Advances in Optical Carrier Profiling through High-Frequency Modulated Optical Re-
flectance. Journal of Vacuum Science & Technology B: Microelectronics and Nanometer
Structures, 26(1):310, 2008.

Peer-Reviewed Publications: Contributions

Smets Gerrit, Rosseel Erik, Sterckx Gunther, Bogdanowicz Janusz, Vandervorst Wil-
fried and Shaughnessy Derrick
Transfer from Rs-based to PMOR-based Ion Implantation Process Monitoring. Pro-
ceedings of the 18th International Conference on Ion Implantation Technology, AIP
Conference Proceedings, 1321: 426, 2010.

Radisic Dunja, Shamiryan Demis, Mannaert Geert, Boullart Werner, Rosseel Erik
and Bogdanowicz Janusz
Metrology for Implanted Si Substrate and Dopant Loss Studies. Journal of the Electro-
chemical Society, 157: H580, 2010.



Clarysse Trudo, Moussa Alain, Parmentier Brigitte, Bogdanowicz Janusz, Vander-
vorst Wilfried, Bender Hugo, Pfeffer Markus, Schellenberger Martin, Nielsen Peter F.,
Thorsteinsson Sune, Lin Rong and Petersen Dirch
Photovoltage versus microprobe sheet resistance measurements on ultrashallow struc-
tures. Journal of Vacuum Science & Technology B: Microelectronics and Nanometer
Structures, 28(1):C1C8, 2010.

Rosseel Erik, Bogdanowicz Janusz, Clarysse Trudo, Vandervorst Wilfried, Ortolland
Claude, Hoffmann Thomas, Salnik Alex, Nicolaides Lena and Han Sang-Hyun.
Study of sub-melt laser induced junction non-uniformities using Therma-Probe. Jour-
nal of Vacuum Science & Technology B: Microelectronics and Nanometer Structures,
28(1):C1C21, 2010.

Clarysse Trudo, Bogdanowicz Janusz, Goossens Jozefien, Moussa Alain, Rosseel Erik,
Vandervorst Wilfried, Petersen Dirch, Lind Rong, Nielsen Peter Folmer, Hansen Ole,
Merklin Greg, Bennett Nick and Cowern Nick
On the analysis of the activation mechanisms of sub-melt laser anneals. Materials Sci-
ence & Engineering B, 154-155:24-30, 2008.

Fabian Dortu, Janusz Bogdanowicz, Trudo Clarysse, and Wilfried Vandervorst.
Impact of bandgap narrowing and surface recombination on photoelectrothermal modu-
lated optical reflectance (PMOR) power curves. Journal of Vacuum Science & Technol-
ogy B: Microelectronics and Nanometer Structures, 26(1):322, 2008.

Fabian Dortu, Janusz Bogdanowicz, Trudo Clarysse, and Wilfried Vandervorst.
Nonlinear study of photoelectrothermal modulated optical reflectance for active dopant
profile extraction. Journal of Applied Physics, 101:053107, 2007.

Clarysse Trudo, Eyben Pierre, Janssens Tom, Hoflijk Ilse, Vanhaeren Danielle, Satta
Alessandra, Meuris Marc, Vandervorst Wilfried and Bogdanowicz Janusz
Active dopant characterization methodology for germanium. Journal of Vacuum Science
& Technology B: Microelectronics and Nanometer Structures, 24: 381, 2006.

Non-Peer-Reviewed Publications: Contributions

Rosseel Erik, Petersen Dirch, Osterberg Frederik W., Hansen Ole, Bogdanowicz
Janusz, Clarysse Trudo, Vandervorst Wilfried , Ortolland Claude, Hoffmann Thomas,
Chan Philip, Salnik Alex and Nicolaides Lena
Monitoring of local and global temperature non-uniformities by means of Therma-Probe
and Micro Four-Point Probe metrology. Proceedings of the 17th IEEE International
Conference on Advanced Thermal Processing of Semiconductors, 2009

Rosseel Erik, Bogdanowicz Janusz, Clarysse Trudo, Vandervorst Wilfried, Salnik
Alex, Han Sang-Hyun and Nicolaides Lena
Study of sub-melt laser damage annealing using Therma-Probe. Proceedings of the 17th
IEEE International Conference on Advanced Thermal Processing of Semiconductors,

vi



2009

Conference Contributions

Bogdanowicz Janusz, Clarysse Trudo, Vandervorst Wilfried, Rosseel Erik and Shaugh-
nessy Derrick
Non-Destructive Characterization of Activated Ion-Implanted Doping Profiles Based on
Photomodulated Optical Reflectance. Presented at the 18th International Conference on
Ion Implantation Technology (Kyoto, Japan).

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried,Shaughnessy
Derrick and Salnik Alex
Theory of Photomodulated Optical Reflectance on Active Doping Profiles in Silicon. Pre-
sented at the International Conference on Photoacoustic and Photothermal Phenomena
2009 (Leuven, Belgium).

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried, Rosseel
FErik, Nguyen Ngoc Duy, Shaughnessy Derrick, Salnik Alex and Nicolaides Lena
Nondestructive Extraction of Junction Depths of Active Doping Profiles from Photomod-
ulated Optical Reflectance Offset Curves. Presented at the AVS Insight 2009 Workshop
(Napa, California).

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried, Shaugh-
nessy Derrick, Salnik Alex, Nicolaides Lena and Opsal Jon
Impact of Inactive Dopants in Chemical Vapor Deposition Layers on Photomodulated
Optical Reflectance. Presented at the EMRS 2008 Spring meeting (Strasburg, France).

Bogdanowicz Janusz, Dortu Fabian, Clarysse Trudo, Vandervorst Wilfried, Shaugh-
nessy Derrick, Salnik Alex, Nicolaides Lena and Opsal Jon
Advances in Optical Carrier Profiling through High-Frequency Modulated Optical Re-
flectance. Presented at the AVS Insight 2007 Workshop (Napa, California).

vii



Patents and Other Achievements

List of Patents and Patent Applications

Clarysse Trudo, Bogdanowicz Janusz
Method and Device to Quantify Active Carrier Profiles in Ultra-Shallow Semiconductor
Structures,
Granting number : US7751035 (2010)
Published numbers : EP1922539 (2007), JP2009512180 (2009)

Bogdanowicz Janusz
Method For Determining the Doping Profile of a Partially Activated Doped Semiconduc-
tor Region,
Published numbers : US20100002236, EP2139033, JP2010034544 (2010)

Bogdanowicz Janusz
Method and Apparatus for Determining the Junction Depth of an Activated Doped Semi-
conductor Region Using Photomodulated Optical Reflectance Measurement Techniques
Application numbers : US12726173, EP10156708, JP2010061144 (2010)

Bogdanowicz Janusz, Clarysse Trudo, Vandervorst Wilfried
Method for Determining the Active Doping Concentration of a Doped Semiconductor
Region
Application numbers : EP10047, US61351705 (2010)

Bogdanowicz Janusz
Optical Measurement Method for Determining an Active Dopant Profile
Application number : US61366460 (2010)

Software

Dortu Fabian and Bogdanowicz Janusz
FSEM, a Finite element software for SEMiconductors, http://fsem.sourceforge.net/

viii



List of acronyms

ac
AFM
BF
BGN
BX
CMOS
CVD
dc
FCA
FPP
FQL
FSEM
FTIR
IMEC
IR
ITRS
JPV
KK
LAPP
MBIR
NIR
PAI
PMOR
RsL
SIMS
SRH
SRV
SSRM
TP
UsJ

Alternating Current

Atomic Force Microscopy

Band Filling

Bandgap Narrowing

BoxerCross

Complementary Metal Oxide Semiconductor
Chemical Vapor Deposition

Direct Current

Free Carrier Absorption

Four Point Probe

Flat Quasi Fermi Level

Finite-element Solver for Semiconductors
Fourier Transform Infrared Spectroscopy
Interuniversitair Micro Electronica Centrum
Infrared

International Technology Roadmap for Semiconductors
Junction Photo Voltage

Kramers Kronig

Micro Four Point Probe

Model-Based Infrared Reflectometry

Near Infrared

Preamorphizing Implant

Photomodulated Optical Reflectance

Sheet Resistance and Leakage

Secondary Ion Mass Sprectroscopy
Shockley-Read-Hall

Surface Recombination Velocity

Scanning Spreading Resistance Microscopy
Therma-Probe

Ultra Shallow Junction



List of symbols

Constants

k, Boltzmann Constant [J.K™!]
Electron unit charge [C]

m  Electron unit mass [kg]

Dielectric constant in vacuum [F.m ™)
Planck constant [J.s]

— h/(2r)

¢ speed of light in vacuum [m.s™!]

Q

LIRS NN

€ complex (relative) dielectric constant [1]

€1 = R(€) real part of the dielectric constant [1]

€2 = 3(€) imaginary part of the dielectric constant [1]
n=e complex refractive index [1]

An perturbation of the complex refractive index [1]
n = R(n) real refractive index [1]

An perturbation of the real refractive index [1]
kE=(n) extinction coefficient [1]

Ak perturbation of the extinction coefficient [1]

T reflection coefficient [1]

t transmission coefficient [1]

R=7? reflectance [1]

AR perturbation of the reflectance [1]

Rac DC reflectance [1]

ARac AC reflectance [a.u.]

Alaser optical wavelength of the laser (laser = probe or pump) [m]

Vlaser = C/Maser  Optical frequency of the laser (laser = probe or pump) [s™!]
Wiaser = 2MViaser  Optical angular frequency of the laser (laser = probe or pump) [s™]

R radius of the gaussian laser beam [m]

I laser irradiance [W.m™2]

P maximum in space of the laser irradiance [W.m™?]

PP maximum in time of the laser irradiance [W.m™?

w angular modulation frequency of the pump irradiance [s™']
0 =0n/oT thermorefractive coefficient [K™!]

B =mon/ON electrorefractive Drude coefficient [kg.m®]

Materials
N free electron concentration [m™?
Ndoping free electron concentration due to doping [mfs]
AN excess free electron concentration due to optical injection [m ™3]
P free hole concentration [m™?]



Pdoping
AP
N
Ni

ni

T

AT

Rec

»

MRS B NITE QK

<

free hole concentration due to doping [m™?]

excess free hole concentration due to optical injection [m

ionized acceptor concentration [m™?]
ionized donor concentration [m™?]
intrinsic effective density [m ™3]
temperature of the lattice [K]
perturbation of the temperature of the lattice [K]
bandgap energy [J]

energy of the edge of the conduction band [J]
energy of the edge of the valence band [J]
quasi-Fermi energy level [J]

electron affinity [J]

electrostatic potential [V]

electric field [V.m™']

Effective mass of electrons [kg]

Effective mass of holes [kg]

band-to-band absorption coefficient [m™']
carrier generation rate [m™*s™)

carrier recombination rate [m™?s™!]
current density [A.cm™?]

electrical conductivity [ohm™".m™"]
mobility [m*V~'s™?]

diffusivity [m*V~'s™?]

decay length [m]

wavelength of a damped wave [m]

phase of a damped wave [m)]

Sheet resistance [Ohm/sq.]

junction depth [m]

Sub- and superscripts

Xoup or X*** X in the substrate

,3]

X; or X! X in the doped layer

X, or X° constant mode of X

X; or X! fundamental mode of X

X, or X" property X of electrons

X, or XP property X of holes

Xpor X vl property X of the carrier (plasma) distribution

X;p or Xt

property X of the temperature distribution

xi



xii



List of Tables

A.1 Description of our matrix of homogeneously doped substrates

A.2 Description of the CVD12 matrix
A.3 Description of the CVD13 matrix
A.4 Description of the IIB matrix . .

xiii



xiv



List of Figures

1.1 Metal-Oxide-Semiconductor (MOS) transistor . . . . . . . ... ... ...
1.2 Principle of a Secondary Ion Mass Spectrometry (SIMS) Measurement . . [
1.3 Two-point probe (TPP) and four-point probe (FPP) for the measurement

of sheet resistance . . . . . . . . ..
1.4 Active doping profile as obtained by combining SIMS and FPP . . . . .. @

1.5 (a) Dependence upon majority carrier mobility of the active doping profile
derived from SIMS and FPP. (b) Difference between the active doping and

carrier profiles . . . . . ... ... |
1.6 Principle of a Scanning Spreading Resistance Microscopy (SSRM) mea-

SUTEMENt . . o v o o e e e e B
1.7 Example of a one-dimensional SSRM carrier profile . . . . . ... ... .. O
1.8 Principle of a JPV measurement . . . ... ... .. ... ... ...... oo
1.9 Principle of measurement of reflectometry and ellipsometry . . . . . ... [12]
1.10 Principle of Photomodulated Optical Reflectance (PMOR) . . . . . . . .. 14
2.1 Reflection of light . . . . . . . ... ... . s
2.2 Thin-film interference . . . . . . . .. ..o o 20
2.3 Uniform perturbation of the refractiveindex . . . . . . . . .. .. .. ... 21
2.4 Box-like perturbation of the refractive index . . . . . . .. .. .. ... .. 23]
2.5 Double box-like perturbation of the refractive index . . . .. .. ... .. 206]
2.6 Staircase perturbation of the refractive index . . . . ... .. .. .. ... 28]
2.7 Oxide layer on top of a boxlike perturbation of the refractive index . . . . B0
2.8 Impact of the presence of a native oxide on the perturbation of the re-

flectance . . . . . .. B30

2.9 Typical lateral variations in the reflectance perturbation and impact on
the reflectance perturbation measured by a probe laser of radius Rprobe =
05 pm . . L Lo 2

3.1 (a) Schematic of the band structure of Si. (b) Impact of bandgap nar-
rowing on the band-to-band absorption coefficient. . . . . . .. ... ... 510)
3.2 Experimental spectra of the optical functions of doped and undoped sili-
con and the bandgap-narrowing electrooptical effect . . . . . . ... ... %51

XV



4.1

4.2
4.3

4.4
4.5

4.6
4.7
4.8

4.9
4.10

4.11
4.12
4.13

4.14

4.15

4.16

5.1
5.2

5.3

5.4

6.1
6.2
6.3
6.4

xvi

Time- and frequency (Fourier) domain representation of a modulated car-
rier distribution . . . . . . . ... 54
Variation in band-to-band absorption coefficient: experiments vs. theory . B8
Normalized Fourier coefficients of the bandgap distribution and of the

band-to-band absorption coefficient . . . . . ... ... ... L. 50
Normalized Fourier coefficients of the optical carrier generation rate . . . [B0
Variation in ambipolar diffusivity with carrier injection: theory vs exper-

IMeNnts . . . . . .. e e e e e e 6Tl
Normalized Fourier coefficients of the electron and hole mobilities and of

the subsequent ambipolar diffusivity. . . . . . . . ... ... ... 63
Normalized Fourier coefficients of the carrier diffusion rate . . . . . . . .. 64]
Normalized Fourier coefficients of the SRH recombination rate . . . . . . 65
Normalized Fourier coefficients of the Auger recombination rate . . . . . . (616
Variation with recombination lifetime in the one-dimensional plasma and

thermal waves, i.e. the fundamental modes of the excess carrier and

temperature distributions . . . .. ... ..o Lo [73]
Lateral behavior of a damped wave . . . . . . . ... ... ... ...... [T
Variation with recombination lifetime in the three-dimensional constant

and fundamental modes of the excess carrier and temperature distributions [Tl
Relative difference between the analytical and numerical three-dimensional
linear solutions. . . . . . . . . . .., B3
Variation with p-type doping concentration in the three-dimensional non-
linear constant and fundamental modes of the excess carrier distribution .
Variation with p-type doping concentration in the three-dimensional non-
linear constant and fundamental modes of the excess temperature distri-
bution . . . . ... 80)

Variation with p-type and n-type doping concentrations in the three-
dimensional nonlinear constant and fundamental modes of the excess car-
rier distribution . . . . . . ... 88
Schematic of a typical active doping profile . . . . . ... ... ... ... O1]

Variation with n- and p-type layer doping in the constant and fundamental
modes of the excess carrier distribution in the doped layer, using steady
calculations . . . . . . ..,
Variation with n- and p-type layer doping in the constant and fundamental
modes of the excess carrier distribution in the substrate, using steady
calculations . . . . . ...
Variation with n- and p-type layer doping in the constant and fundamental
modes of the excess carrier distribution in the doped layer, under steady-

periodic conditions . . . . . ... ... Q9
Experimental offset curves on homogeneously doped substrates . . . . . . [106]
Model vs experimental data on homogeneously doped substrates . . . . . 109
Experimental offset curves on CVD box-like profiles . . . ... . ... .. I3
Model vs experimental data on CVD box-like profiles. . . . . . . ... .. 110



7.1
7.2
7.3
7.4
7.5

7.6
7.7
7.8
7.9
7.10

7.11
7.12

7.13

7.14
7.15
7.16

Al
A2

A3

A4
A5
A6
A
A8
A9

Offset curves of the ratio present in the left-hand side of equation .
Correlation between the TP absolute and SIMS junction depths . . . . .
Precision of the TP absolute junction depths . . . . .. ... ... ...
Accuracy of the TP absolute junction depths . . . . . .. ... ... ..
Offset curves of the difference present in the left-hand side of equation
and of the ratio present in the left-hand side of equation C
Correlation between the TP relative and SIMS junction depths . . . . .
Precision of the TP relative junction depths . . . . . .. ... ... ...
Accuracy of the TP relative junction depths . . . . . . .. ... ... ..

. L29)

L0

132

. Lol

LL36)

Lo9)

Comparison of a TP junction-depth map with an RsL sheet-resistance mapI4]]

Comparison of the interface reflections in the case of profiles respectively
with finite and infinite slopes . . . . . .. ... o oo

Principle of the profile reconstruction technique based on TP measurementd145]

Offset curves of ARE™f® measured on implanted profiles and of the dif-
ference (Angome — ARSSbS“‘“e) ......................
Fitting and results of the profile reconstruction technique on three an-
nealed implanted profiles . . . . . . . ... ... ... ... ..
Precision of the profile reconstruction technique . . . . . . .. . ... ..
Accuracy of the profile reconstruction technique . . . . . . . . . . .. ..
Uniqueness of the profile reconstruction technique . . . . ... ... ..

Charging curves on n-type device-quality substrate . . . . . ... .. ..
Comparison of offset curves measured from 0 to 4 um separation and from
4to 0 pm separation . . . . ... Lo
Relative wafer-to-wafer signal variations on the device-quality substrates
of the CVD12 matrix before growth of the layer . . . . . . .. ... ...
Measurement repeatability . . . . .. ... oo L0000
SIMS profiles of the CVD12 matrix . . . . . . .. ... ... ... ....
SIMS profiles of the CVD13 matrix . . . . . . . . . ... .. ... ....
Derivation of the active doping concentration of CVD layers . . . . . . .
SIMS profiles of layers of the IIB matrix . . . . . ... ... ... ....
Impact of preamorphization and annealing on ARac . . . . . . . . ...

A.10 Impact of annealing on non-preamorphized device-quality substrates

A.11 Experimental behavior of AR,. on n-type doped CVD layers. . . . . . .
A.12 Impact of the BGN electroabsorptive effect on the X ;-dependence of AR,JI34]
A.13 Harmonic generation of the nonlinear recombination rate . . . . .. ..

LS2)

xvii



xviii



Contents

List of Tables retti]
List of Figures XV
Contents ix]
1 Introduction m
1.1 Motivation . . . . . . . m
1.2 State of the Art of USJ Characterization . . . . . . . . . . . . ... .... B
1.2.1 Contacting and/or Destructive Techniques . . . . ... ... ...
1.2.1.1 Secondary Ion Mass Spectrometry . . . . ... ... ...
1.2.1.2 Conventional Four-Point Probe . . . . . . .. .. ... ..
1.2.1.3 Combination of SIMS and FPP . . . .. ... ... ... §
1.2.1.4  Scanning Spreading Resistance Microscopy . . . . .. .. 3]
1.2.1.5 Micro Four-Point Probe . . . . . . . ... ... ... ... 8]
1.2.2 Non-Contacting and Non-Destructive Techniques . . . . . .. .. 1K)
1.2.2.1  Junction Photovoltage . . . . . . . ... . ... ... ... 1K)

1.2.2.2 Model-Based Infrared Reflectometry and Fourier-Transform
Infrared Ellipsometry . . . . . . ... ... .. ...... 11|
1.2.2.3 Photomodulated Optical Reflectance. . . . . . . . .. .. @3
1.3 Outline . . . . . . .
2 Theory of Perturbation of the Reflectance |
2.1 Uniform Perturbation of the Complex Refractive Index . . . . . . . .. .. 21
2.2 Box-like Perturbation of the Complex Refractive Index . . . . . . . .. ..
2.3 Double Box-like Perturbation of the Complex Refractive Index . . . . . .
2.4 Arbitrary Perturbation of the Complex Refractive Index . . . . . . . . ..
2.5 Second-Order Effects . . . . . . .. ... 29]
2.5.1 Impact of the Presence of a Native Oxide . . . . .. ... ... .. 29]
2.5.2 Impact of a Lateral Variation in Refractive Index Perturbation . . [BI
2.6 SUMIMATY . . .« v v v o v b e e e e e e e e e e e e e 32]

Xix



3

XX

Theory of Perturbation of the Refractive Index 35

3.1 Refractive Index of Electrically Conductive Materials . . . . . . . ... .. B7

3.2 Electrooptical Effects . . . . . . . . . ... ... 38

3.2.1 Drude Effect . . . .. ... ... 38]

3.2.2 Carrier-Induced Bandgap Narrowing (BGN) Effect . . . . ... .. 39

3.2.3 Burstein Shift or Band-Filling (BF) Effect . . . . . . ... ... .. 43

3.2.4 Pockels, Kerr and Franz-Keldysh Effects . . . . . .. ... ... .. @3

3.3 Thermooptical Effects . . . . . . . . . . .. ... ... aa

3.4 SUmMMATY . . . . e e e 5|
Theory of Carrier and Heat Transport in Homogeneously Doped Sili-

con 4.9

4.1 Thermodynamic Model . . . . .. ... ... ... ... ... .. ..., @7

4.1.1 Generalized Ambipolar Diffusion Equation. . . . . . ... ... .. 49

4.1.2 Heat Equation . . . . . ... ... ... ... ... .. ... B3

4.1.3 Steady-Periodic Model Equations . . . . . . .. ... .. .. .... 5%

4.1.3.1 Nonlinear Carrier Generation Rate . . . . . . . . . . . .. 54

4.1.3.2 Nonlinear Carrier Diffusion Rate . . . . . . .. ... ... (1

4.1.3.3 Nonlinear Carrier Recombination Rate . . .. .. .. .. 62

4.1.3.4 Heat Generation Rate . . . . .. .. ... ... ...... 67]

4.1.3.5 Heat Diffusion Rate . . . . . .. .. ... ... ...... 67]

414 Summary . . ... e e e 67]

4.2 Solutions . . . . . . .. e e 69

4.2.1 One-Dimensional Linear Solution . . . . . . . . .. .. ... .... ird0)}

4.2.2 Three-Dimensional Linear Solution . . . . . . ... ... ... ... [0

4.2.2.1 An Analytical Approach . . . .. ... ... ....... irdrd|

4.2.2.2 A Numerical Approach . . . ... ... ... ... .... 801

4.2.3 Three-Dimensional Nonlinear Solution . . . . . . .. .. ... ... 84

4.3 Summary . ... .. 87]
Extension of the Transport Theory to Ultra-Shallow Doped Silicon

Layers 89

5.1 Simplified Transport Theory . . . . . . . .. . .. ... ... ... .. ... OT]

5.2 Validity of the Assumptions . . . . . . . . . ... ... ... .. 94]

5.2.1 Flat Quasi-Fermi Level Approximation . . . . . . .. ... ... .. 4]

5.2.2 Impact of Doped Layers on Substrate Injection . . . . . .. .. .. 816

5.3 Steady-Periodic Model Equations . . . . . . .. ... .. ... ... ... 98]

5.4 Summary . ... ... e e 100

Assessment of the Model ol

6.1 Homogeneous doping . . . . . . . . .. . ... o o4

6.1.1 Comparison of the Model with Experimental Data . . . . .. . ..

6.1.1.1 Qualitative Comparison . . . . . . ... ... ... ...

6.1.1.2 Quantitative Comparison . . . . . . . ... ... .. ... 107

6.2 Box-like Doping Profile . . . . .. .. ... .. .. ... ... ... 110

6.2.1 Comparison of the Model with Experimental Data . . . . . . . .. 112

6.2.1.1 Qualitative Comparison . . . . .. ... ... ... ... 112



6.2.1.2 Quantitative Comparison . . . . . . ... ... ... ... 114

6.3 Discussion of the Modeling Error . . . . . ... ... ... ......... INE)]
6.3.1 Modeling Error on Rac - - « « « v v v v v e e e e e INE)]
6.3.2 Modeling Error on ARac . - .+« v o o oo 110l

6.3.2.1 Underestimated Plasma-to-Thermal Component Ratio . [II9
6.3.2.2  Overestimation of the Sensitivity of ARac to Layer DopingI21]

6.4 Summary . . .. ... 122

Application of the Model to Carrier Profiling

7.1 Model-Free Determination of Junction Depths . . . . . .. ... ... .. [126)]

7.1.1 Absolute Determination of Junction Depths . . . . . . . . . .. .. 124

7.1.1.1 Precision . . . . . . ... .. [129]

7.1.1.2 Accuracy . . . . ... 130

7.1.2 Relative Determination of Junction Depths . . . . . ... ... .. 133

7.1.2.1 Precision . . . . .. .. ... .. [136]

7.1.2.2 Accuracy . . . . ... 138

7.1.2.3 Application . . . . ... ... [0

7.2 Model-Based Profile Characterization Technique . . . . .. .. ... ... 141

7.2.1 Fundamental Principle of the Technique . . . . . . . ... ... .. [142]

7.2.2 Implementation of the Technique . . . .. .. ... ... ..... [145]

7.2.3 Discussion of the Results . . . . ... ... ... .......... [1406]

7.2.3.1 Precision . . . . . ... ... 14y

7.2.3.2 Accuracy . . . .. ... 150

7.2.3.3 Uniqueness . . . . . . . v v v i e e e

7.3 SUMMATY . . . o e e e e 133

Conclusions and Recommendations

8.1 Development of the Model . . . . . . .. . ... ... ... .........

8.2 Evaluation of the Model . . . . . . . ... . ... ... .. .. ....... 150

8.3 Application of the Model . . . ... ... .. ... ... .......... a5z

8.4 Future Work . . . . . . . . ... 158

Appendix @e1l

A.1 Measurement Procedure . . . . . . . . . . . ... ..o 161

A.1.1 Surface Charging . . . . . . . . . ... 16T

A.1.2 Quality of the Substrates . . . .. ... ... ... ... ...... 164

A.2 Measurement Repeatability . . . . ... ... ... ... L. 167

A.3 Experimental Database . . .. .. .. ... ... ... .. ... ... ... [169]

A.3.1 Homogeneously Doped Silicon . . . . . .. ... ... .. ...... 16Ol
A.3.2 Box-like Chemical-Vapor-Deposition Layers: CVD12 and CVD13

matrices . . . . .. L L e L69

A.3.2.1 CVDI12 and CVD13 matrices: SIMS profiles . . . . . .. 171

A.3.2.2 CVDI12 and CVD13 matrices: active doping concentrationdI72]

A.3.3 TImplantation Profiles . . . . . . ... ... ... ... ... ..... I3

A.3.3.1 SIMS profiles of the IIB matrix. . . . ... .. ... ...

A.4 Impact of Annealing and Preamorphization . . . . .. ... ... ... .. |

A5 N-typeLayers . . . . . . . . . o i e I81

xxi



A.6 Impact of the BGN Electroabsorptive Effect on the Signal Equations . . .[I83]

A.7 Fourier Coefficients of the Auger and SRH Recombination Rates . . . . .
A.7.1 Harmonic Generation due to Auger Recombinations . . . . . . .. 188
Bibliography o1

xxii



xxiii



CONTENTS




Chapter 1

Introduction

At first sight, it may seem surprising that carrier profiling, i.e. electrical characterization,
can be performed with an optical measurement technique. We will, however, show in
this work that these two research fields are linked to each other. This Chapter therefore
briefly introduces both research domains. It is mostly a compilation of results and
insights that have been gathered by colleagues and other researchers who I would like
to deeply acknowledge, since their direct and indirect input has been essential to this
work.

This Introduction starts with the motivation for this work in Section [[L1] The ulti-
mate objective of this thesis being the development of an optical carrier-profiling tool,
we then introduce in Section the most commonly used techniques for the charac-
terization of carrier and doping profiles in semiconductors. These techniques prove to
be very useful for the final assessment of the developed technique. Further we shall see
that each has its drawbacks and advantages. After discussing the destructive and/or
contacting techniques in Section focus is put upon non-destructive, non-contact
techniques for carrier profiling in Section Most important of all, Section [1.2.2.3]
introduces the basics and state of the art of the Photomodulated Optical Reflectance
(PMOR) technique. Finally, Section describes the structure of this work.

1.1 Motivation

One of the many crucial issues in fabricating state-of-the-art Complementary Metal
Oxide Semiconductor (CMOS) transistors is the precise electrical characterization of
Ultra-Shallow Junctions (USJs) such as the source and drain extension regions [Figure
left)}. The currently used low energy ion implantation and fast annealing techniques
allow for very shallow (junction depth X; < 20 nm) and highly actively doped (peak
carrier concentration Npeax > 10%° cm™®) regions[I] [Figure right)]. Furthermore,
much effort is today placed in new techniques such as laser annealing to achieve higher
concentration levels and steeper profiles. However, the shallower these doped regions
become, the more critical their electrical characterization becomes. Small variations in
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Figure 1.1: (left) Two-dimensional Scanning Spreading Resistance (Section map of a planar
MOS transistor. The circled regions are the source and drain extension regions, also called ultra-
shallow junctions. (right) Schematic of an ultra-shallow carrier profile such as typically found in the
extension regions of modern transistors.

e.g. the depth of these regions can indeed induce unacceptable changes in the perfor-
mance of the final transistor[I02]. The ability to monitor accurately the active doping
profile of these USJs is therefore of critical importance.

Presently, dopant/carrier depth-profiling is usually based on a combination of Sec-
ondary Ion Mass spectrometry (SIMS; see Section for the total profile (only
chemical, not electrical information) and conventional Four-Point Probe (FPP; see Sec-
tion for sheet resistance, i.e. electrical activation. However, the combination
of these techniques suffers from a significant number of disadvantages. First, SIMS is
an off-line technique, applicable only on small pieces of material. Moreover, a mea-
surement on one specific position on a wafer is rather time-consuming (dicing, sample
preparation, measurement, data processing). Second, conventional FPP does not give
any profile information and requires rather large analysis areas (> 1 mm?). Besides,
probe penetration leads to unreliable results on ultra-shallow profiles (< 30 nm) in the
presence of well/halo implants.

Recently some new promising techniques have been emerging. First, Scanning Spread-
ing Resistance Microscopy (SSRM; see Section has shown very powerful two-
dimensional carrier imaging capabilities. However, this off-line technique requires a
complicated and critical sample preparation (destructive technique). Second, new FPP
techniques have emerged, either with virtually zero penetration and a smaller measure-
ment area [Micro Four-Point Probe (uFPP); see Section[1.2.1.5] or with no penetration
whatsoever [Junction Photovoltage (JPV); see Section [1.2.2.1], but each of these also
requires further research and development (sensitivity to surface oxide, surface states,
reproducibility,...).

As a consequence, there is a real need for a new characterization technique for one-
dimensional active dopant profiling which simultaneously:

e is sensitive to the active portion of doping profiles,

e can be used in-line,
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e can perform the measurements quickly (5-10 minutes) and with a high repro-
ducibility,

e is nondestructive and applicable to whole wafers (no sample preparation),

e has a high spatial resolution, i.e. only require a minimal analysis area (measure-
ment of small structures),

e extracts quickly the underlying profile with high precision and accuracy on both
depth and concentration.

Among the plethora of existing measurement techniques, optical reflection techniques
are the most promising to combine all the above mentioned requirements. On the one
hand, optical probes do not require any physical contact with the sample, which makes
them a very interesting candidate for in-line noninvasive measurements. On the other
hand, for properly selected wavelengths, reflection techniques offer a very high depth
resolution. We need to distinguish between equilibrium reflection techniques, such as
Model-Based Infrared Reflectometry (MBIR; see Section or Fourier-Transform
Infrared Spectroscopy (FTIR; see Section , and modulated reflection techniques,
such as Photomodulated Optical Reflectance (PMOR; see Section .

1.2 State of the Art of USJ Characterization

As highlighted in the motivation for this work, several techniques solve partially the
problem which this work is focusing on. In this Section, we therefore first briefly in-
troduce these techniques. The description of each technique is strictly limited to their
properties which are relevant in the framework of our investigations. More informa-
tion can be found through the numerous added references. Further, only routinely used
characterization techniques for silicon are discussed.

Since this work seeks a candidate for non-contact, non-destructive carrier profiling
tool, it is logical to divide this Section into two parts. Section [[.2]] therefore reviews
destructive and/or contact techniques. Section then focuses on non-contact, non-
destructive techniques. The latter Section introduces PMOR, the main technique used
in this work.

1.2.1 Contacting and/or Destructive Techniques

The techniques introduced in this Section all either need to make a physical contact
with the structure under investigation or even destroy it. This prohibits their use as
fast nondestructive carrier profiling techniques. In other words, it is clear that none of
these techniques can fulfill the six requirements mentioned in our motivation. They are
only present in this work because they will help us assess and discuss the accuracy of
the final developed technique.

1.2.1.1 Secondary Ion Mass Spectrometry

Although Secondary Ion Mass Spectrometry (SIMS) does not give any activation infor-
mation, it is often considered to be 'the’ reference technique for dopant depth profiling.
As shown schematically in Figure SIMS is based on the recording as a function of
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Figurc 1.2: Principle of a SIMS measurement. The primary ion beam (pink ions) sputters the
sample surface. The secondary ions, i.e. the ionized sputtered atoms (green, blue and red), are then
accelerated towards a mass spectrometer for species determination.

time of the ions sputtered from the sample by a primary ion beam (typically Cs™ or O~
with typical energies 0.5 to 5 keV). The sputtered ions form a secondary ion beam which
is accelerated towards a mass spectrometer for species determination, hence the name
of the technique[97]. SIMS actually measures the number of ionized sputtered atoms of
the considered species as a function of time. One therefore still needs to translate this
raw information into a dopant profile, i.e. a doping concentration as a function of depth.
Theoretically speaking, this can be achieved if one knows the ionization probability (i.e.
the fraction of the sputtered atoms which have been ionized) and the sputter rate (i.e.
the number of atoms sputtered by unit time) of the considered species in the considered
matrix. In practice, the final crater depth is actually measured with a profilometer at the
end of the SIMS measurement. The depth-scale of the doping profile is then obtained by
linear interpolation, assuming a constant sputter rate. As for the doping concentration,
it is obtained by comparison of the measured counts with calibration samples (same
species, same matrix)[97].

Advantageously, this technique has a very high depth resolution. It, further, has a
low detection limit, which allows for a very wide dynamic range. Up to four orders of
magnitude of doping concentrations can typically be achieved on a doping profile, in-
dependently from the doping species or the matrix. However, five critical drawbacks of
SIMS also need to be mentioned here. First, SIMS is a destructive technique (sputtering
is destructive by essence). Second, due to ion mixing[I16], SIMS always underestimates
the profile slope (even though this problem is less at low energy[I13]). Third, the pres-
ence of a surface oxide, which tends to initially accelerate sputtering[116], leads to a
small underestimation (1-2 nm) of the profile depth, which is problematic especially for
ultra-shallow junctions. Note that the impact of the last two observations leads to a
difficult definition of the junction depth of very abrupt junctions. Fourth, SIMS gives
only chemical information and no electrical information. Combining SIMS with FPP
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Figure 1.3: (a) Schematic of a two-point probe resistance measurement set-up. The pins used to
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inject the current (I) are also used for the voltage (V) measurement. (b) Schematic of a four-point

probe resistance measurement set-up. Different pins are used to inject the current and to measure the

voltage.

can, however, alleviate this limitation, as discussed in Section [[.2.1.3] Finally, though
not of application in this work which focuses on Si material, it also has to be mentioned
that it is very complex to measure doping profiles in structures where the matrix changes
(e.g. SiGe/Si), due to the very acute changes in sputter rate of the species of interest
according to the matrix. In spite of all these drawbacks, the wide dynamic range of
SIMS and its ability to measure with quite a good accuracy the local details of a dopant
profile make this technique unavoidable.

1.2.1.2 Conventional Four-Point Probe

Conventional Four-Point Probe (FPP) is the reference technique for the measurement
of the sheet resistance R, of junction-isolated doped layers. By definition, this critical

parameter reads
1

B e -y

where ¢ is the electron unit charge, 4 and N are respectively the mobility and concen-
tration of the majority carriers, X; is the thickness of the doped layer or (electrical)
junction depth and z is depth. Formula shows clearly that R, is nothing but the
integral of the carrier profile (convoluted with the mobility profile).
In-line FPP measurements are the most common resistance measurements. In these mea-
surements, a current is injected between two probes and the induced potential difference
between another two probes is measured [see Figure )]. Contrary to two-point
probe measurements [Figure a)], the probes used to inject the current and those
used to measure the potential difference are not the same so as to eliminate the impact
of the probe and contact resistances on the measurements.

FPP is a very versatile [97] and fast technique (a few minutes for detailed wafer map).
However, it suffers from a few drawbacks which are worth reminding. First and foremost,
FPP only gives an integral of the profile of interest (zero-dimensional technique). This
is the least detailed information which can be retrieved about a profile. Second, as
illustrated in Figure the probes used in this technique apply a high load (5-100 g)
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on the sample, leading to some probe penetration into the sample (up to 30 nanometers
for a 20 g load). In other words, as the junctions become shallower, FPP starts to
measure not only the sheet resistance of the doped layer, but also the parallel substrate
resistance [27](substrate shorting). This leads to unacceptable underestimation of the
sheet resistance. This effect is limited when the substrate doping is low enough (< 10*¢
cm ™) [29).

1.2.1.3 Combination of SIMS and FPP

As such, SIMS and FPP only offer partial information about the carrier profiles. SIMS
measures the positions of the dopant atoms, whether they are activated or not and FPP
measures the integral of the carrier profile. However, under the following conditions, full
characterization of the carrier profile can be achieved by combining the two techniques.
First, it must be assumed that the SIMS profile is only active up to a certain peak
concentration N5, The SIMS profile can therefore be cut off at this level NS above
which all dopant atoms are assumed inactive (see Figure . Second, the mobility of
the majority carriers in the doped layer must be known. Ideally, it should be measured
e.g. with a Hall technique [97, [88], as carried out in [30]. It can also be calculated based
on the models available in the literature[64} [3]. The active doping profile can then be
deduced by defining NI such that the integral of the SIMS profile below this level
matches the sheet resistance measured with FPP. In other words, in order to derive the
active SIMS profile, the following equation must be solved for NEFA

1
Zpeak N . = RSPP, (12)
/ auNsivsdz + [, 7 | auNsivsdz
0 ea.

eak
anzpeak NErvis

where REPP is the measured FPP sheet resistance and zpeax is the depth at which the
measured SIMS profile reaches the concentration N5ZA5. The resulting active SIMS
profile of sample IIB-D07T5 is shown in Figure where the cut-off level has been de-
termined using Klaassen’s mobility model[64] assuming no carrier scattering on inactive
dopants.

Two final remarks need to be made. First, it is of the utmost importance to realize
that the position of N§s strongly depends on the assumed mobility model and is
therefore not uniquely defined. We illustrate this limitation in Figure a), where
we compare the active SIMS profiles derived with two different assumptions on the
mobility. Both models are based on Klaassen’s formula for mobility[64]. First, like
above, mobility model I assumes no scattering on inactive dopants. Even though this
tends to overestimate mobility[30], it is the most widespread assumption. Mobility
model II assumes that all active and inactive B atoms present in the SIMS profile act as
scattering centers, which typically underestimates mobilityﬂ As a result, the obtained
Né’fﬁks moves to higher values. Second, deriving the carrier profile actually still requires
solving a one-dimensional Poisson equation. However, as shown in Figure b), only

LCalculated active doping concentrations much higher than the solubility limit can then be
reached
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Figure 1.4: Derivation from the measured SIMS profile (black) of sample IIB-DO7T5 of the active
SIMS profile (red), based on FPP measurement and Klaassen’s mobility model assuming no scattering
on inactive dopants.
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Figure 1.5: (a) Comparison between the active SIMS profile of sample IIB-D07T5 assuming mobility
model I, i.e. no carrier scattering on inactive dopants (red) and assuming mobility model II, i.e. all
dopant atoms of the SIMS profile are scattering centers (blue). This shows that the calculated active
dopant profile depends strongly on the used mobility model. (b) Comparison between the active SIMS
profile (red) shown in Figureand the carrier profile derived by solving the one-dimensional Poisson
equation. Negligible difference is observed in the high concentration region.

very limited difference between both profiles is expected in the highly doped region
(above 10'® cm™?). The differences are actually so minute that they are hindered by the
noise on the active SIMS profile. For this reason, we will omit the difference between
the carrier and active doping profiles in this thesis.



1. INTRODUCTION

Conductive Diamond Tip
Silicon sample

Back-contact

Figure 1.6: Principle of an SSRM measurement. A voltage is applied between a very sharp con-
ductive AFM tip and a backcontact. The measured current gives the spreading resistance related to
the local carrier concentration via equation (|1.4)).

1.2.1.4 Scanning Spreading Resistance Microscopy

Scanning Spreading Resistance Microscopy (SSRM) is a very powerful resistivity-profiling
technique. It has shown its capabilities on a wide variety of materials and structures
[42] 79, [31]. SSRM is based on the measurement of the electrical resistance between
a conductive Atomic Force Microscopy (AFM) tip, scanning the cross-section of the
sample, and a backcontact (Figure.

If the current path is carefully followed, the series of electrical resistances that are
encountered is the following

Rmeasured - Rtip + Rcontact + Rspreading + Rsample + Rbackcontact: (13)

where Ryip is the resistance of the cantilever and tip, Rcontact is the contact resistance
between the tip and the sample, Rspreading 1S the resistance associated to the spreading
of the current lines in the sample, Rsample is the sample resistance and Rbackcontact is the
backcontact resistance. If one makes sure that the Rspreading is dominant, the measured
resistance reads|[124]

1
Rieasured = Rspreading = 4£ (14)

a  daq(pnN + ppP)’
where a is the radius of the electrical contact (typically 1 nm [6]), p is the local electrical
resistivity of the sample. p, (resp. pp) and N (resp. P) are respectively the electron
(resp. hole) mobility and concentration. Equation shows that a two-dimensional
resistance map obtained by scanning the conductive AFM tip over the sample cross
section gives a direct image of the carrier distribution [Figure [L.1]left)].

The simplicity of equation is the strength of SSRM. SSRM being a direct
measurement of the local carrier concentration, it suffers from fewer modeling artifacts
than most techniques. This explains the success of SSRM when applied on new materials.
With SSRM, you directly measure what you need. We will see that this is very different
when it comes to optical techniques.

SSRM suffers, however, from some drawbacks. First of all, SSRM measurements are
typically run on a (cleaved) cross section of the sample, which makes it a destructive and
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Figure 1.7 (a) Raw data of the SSRM measurement of sample IIP-D07T5: resistance profile. (b)
SSRM carrier profile of sample ITP-D07T5 assuming the oxide-Si interface is localized at a 12 nm
depth and assuming a depth-independent mobility of 100 cm?Vv st

time-consuming technique. Second, SSRM is a relative technique relying on calibration
samples for the quantification of the carrier concentrations, which renders the technique
very dependent on the availability, quality and good characterization of these samples.
Third, the Schottky nature of the contact and the presence of surface states[43] prove
to have a dramatic impact on the measurement at low active doping concentration.
Finally, it has to be mentioned that the tip resistance Ryip also limits the sensitivity of the
technique in highly conductive regions. Except for the practical issues, SSRM also shows
quantification problems both on the x-axis (depth scale) and on the y-axis (concentration
scale) of the carrier profile. First, on the x-axis, the position of the oxide-Si interface
(i.e. ’depth zero’) is only determined by the strong decrease in measured resistance
when moving from the oxide to doped Si. This can unfortunately not be done with a
precision better than a few nanometers. For instance, the abruptness of the resistance
profile of Figure a), showing the resistance profile measured on sample IIB-D07T5,
is about 1 nm/dec. The carrier profile of Figure b) has been obtained assuming the
interface lies at a 12 nm depth. Second, on the y-axis, SSRM carrier extraction shows an
uncertainty due to mobility. As highlighted in equation (|1.4)), the link between resistance
and carrier concentration still requires the knowledge of mobility. Since SSRM does not
measure mobility, it has to rely on existing mobility models[64], [3]. The profile shown
in Figure assumes a carrier mobility of 100 ecm?V~'s™!. Using a different mobility
model, conclusions similar to those of Section for the combination of SIMS and
FPP would be drawn.

1.2.1.5 Micro Four-Point Probe

Micro Four-Point Probe (uFPP) is a recently developed sheet-resistance measurement
technique based on FPP. Technically speaking, the improvement of uFPP over con-
ventional FPP comes from the much smaller probe separation (down to 1.5 pym pitch
vs 1 mm in conventional FPP). We here only mention a few of the subsequent advan-
tages, most of them being reviewed and detailed in Ref.[89]. First, obviously, thanks
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to its micron-size measurement head, uFPP is able to measure small structures (high
spatial resolution). Second, due to the small pitch, the technique is much less sensi-
tive to leakage[87] and consequently to the substrate resistance. Third, the low probe
pressure renders uFPP a quasi-zero penetration tool. As a consequence, the problems
due to the deep penetration of conventional probes are avoided. Finally, uFPP has
shown very promising carrier-profiling capabilities on beveled structures[32]. However,
this last application is still under intense investigation (reproducibility, starting point of
the profile,...).

1.2.2 Non-Contacting and Non-Destructive Techniques

By essence, the contacting and/or destructive techniques introduced in the previous
Section cannot fulfill the six requirements for the ideal non-destructive carrier-profiling
technique which is being sought. In this Section, we propose to present the most recently
developed techniques for the non-destructive electrical characterization of ultra-shallow
junctions. In particular, we underline the drawbacks of each technique and show how
this leads us to considering PMOR as the unique potential candidate to solve our needs.

1.2.2.1 Junction Photovoltage

Most of the sheet resistance values presented in this work have been obtained from Junc-

tion Photovoltage (JPV) measurements using, more particularly, the RsL embodiment [45]
77] of Frontier Semiconductor. Note that a similar tool has been developed by Semilab[65].
The principle of JPV measurements lies in the non-contact measurement of the position-

dependent junction potential distribution resulting from the equilibrium between the

generation of excess carriers injected by a low-irradiance light-emitting diode (10™*

W.cm™?), which tend to increase the lateral electric field, and the drift of majority car-

riers in the highly doped region, which tends to decrease the lateral electric field. The

drift current being inversely proportional to the sheet resistance, the measurement of
the lateral distribution of JPV gives access to the sheet resistance[44].

This technique shows clear advantages. First, it is very fast (approximately 10 min-
utes for a 1000 point map) and non-destructive. For moderate junction leakage (< 1073
Acm 2 99]), the technique is able to separate the sheet resistance from the junction
leakageé[%]. It is therefore an ideal technique for fast and accurate sheet resistance
mapping of full wafers. We would, however, like to point out two critical drawbacks of
this technique. First, just like all optical techniques, it is very sensitive to the properties
of the measured material. Moving from Si to other materials (Ge, ...) can therefore
prove to be very complex (new models needed). It is frequently observed that, even in
Si, USJs on a doped halo can lead to wrong or out-of-scale measurements|[33]. It has been
proposed that this is due to band-to-band tunneling. Second, the technique has a very
poor spatial resolution due to its cm-sized probe head. As a consequence, JPV-based
techniques, as currently implemented, will remain zero-dimensional electrical character-
ization technique and will not be able to measure ultra-shallow carrier profiles, even

2The name of the technique, “RsL”, actually stands for Rs and Leakage measurement since
it has been shown that the technique is able to measure leakage current simultaneously with
sheet resistance. We will, however, not use or discuss that capability.

10
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Modulated light beam

Vi

Shallow junction

[lluminated region

Figure 1.8: Principle of a JPV measurement. The built-in potential is partially screened by excess
carriers, as a result of the illumination of the sample. The majority carriers (stars) in the doped layer
(pink region) consequently drift under the lateral electric field. This lateral drift current, which reduces
the lateral electric field, is inversely proportional to the sheet resistance. Once the steady(-periodic)
state is reached, the potential difference V3 — V5 is an image of the sheet resistance

on a beveled surface. In other words, they cannot solve our need for a non-destructive
carrier-profiling technique.

1.2.2.2 Model-Based Infrared Reflectometry and Fourier-Transform
Infrared Ellipsometry

Reflectometry and ellipsometry are widely used techniques for the determination of the
thickness and optical properties of thin films[54]. Both are based upon thin-film inter-
ference, which is introduced in some more detail and studied in the framework of the
perturbation theory in Chapter[2] Though both techniques are based upon the measure-
ment of the light reflection on the sample under investigation, the measured parameters
differ. While reflectometry measures the reflectance R of the sample, ellipsometry looks
at the ellipsometric parameters, i.e. the state of polarization of the light reflected upon
the sampleﬂ, as schematically shown in Figure

Model-Based Infrared Reflectometry (MBIR) and Fourier-Transform Infrared El-
lipsometry (FTIR) are two specific implementations of the aforementioned techniques
developed respectively by AMS[56] and SOPRA|[35], wherein the wavenumber (i.e. the
inverse of the wavelength) range of the incident light has been optimized to study doped
silicon layers. One of the learnings derived from the Drude model (See Chapter [2)) is
that the impact of free carriers on the optical functions of Si is considerable starting

3The ellipsometric parameters are the amplitude tan . and phase A, of the ratio of the par-
allel component E,/F;p to the perpendicular component Es/E;s of the reflection coefficient.
The parallel and perpendicular directions refer here to the plane of incidence

11
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Thin film to be characterized

Thick substrate

Reflectometry:
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Ellipsometry:
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Figure 1.9: . Principle of measurement of thin-film reflectometry and ellipsometry. The reflected

electric field E, contains information about the thickness and optical properties of the thin film.
Reflectometry measures the reflectance R while ellipsometry measures the state of polarization of the
reflected light by means of the ellipsometric parameters, i.e. the amplitude tan. and phase A, of
Pellipsometry - Er (resp. EZ), Ers (resp. Ebé) and E,rp (resp. EAM,) are respectively the reflected (resp.
incident) electric field, the component of the reflected (resp. incident) field perpendicular to the plane
of incidence and the component of the reflected (resp. incident) field parallel to the plane of incidence

from the infrared range down to smaller wavenumbers. Both companies have therefore
opted for wavenumbers included between 500 and 6000 cm ™!, i.e. wavelengths included
between roughly 1.5 and 20 pm.

As can be expected from the similarities between the two techniques, the results
obtained by both techniques are comparable in many ways. The depth of deep (> 100
nm) layers can be determined with quite a good agreement with SIMS [100]. The derived
carrier concentrations, however, are always overestimated[75]. Further, shallow profiles
cannot be measured due to the low sensitivity to junction depth (long wavelength).
Repeatability measurements prove that these techniques are actually sensitive to the
active dose[75]. Finally, both MBIR and FTIR use quite large (mm-size) beams and, as
a consequence, have quite a low spatial resolution.

The drawbacks of these techniques clearly push towards PMOR and to the Therma-
Probe (TP) embodiment more particularly. First, the reconstruction of ultra-shallow
profiles, due to the low junction depth sensitivity, requires wavelengths shorter than
those used in these infrared techniques. However, at shorter wavelengths, the impact of
the presence of free carriers is strongly reduced (see e.g. the low numerical values for

12
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the variation in refractive index in Chapter [3)), which in turn reduces the signal-to-noise
ratio. TP solves this problem by using a high-power light source so as to keep a sufficient
signal-to-noise ratio and, consequently, high enough measurement reproducibility. In
other words, TP being a high-irradiance reflectometry measurement, it partially solves
the problems encountered by FTIR and MBIR. Second, PMOR measurements offer
intrinsically an independent junction depth measurement. As we will show in Chapter
[7 the AC reflectance signal is indeed very sensitive to the depth of the carrier profile.
Further, no direct correlation with dose can be observed. The AC reflectance could
therefore be used as the independent depth measurement that FTIR and MBIR seem
to lack. Note, finally, that the shorter wavelength also enhances the spatial resolution
since a smaller beam radius is then allowed (Rayleigh’s diffraction limit[18]).

As a conclusion, it seems that PMOR has more to offer than MBIR or FTIR. This
would make PMOR an ideal and unique candidate possibly fulfilling the six criteria
mentioned in the motivation for this work.

1.2.2.3 Photomodulated Optical Reflectance

Photomodulated Optical Reflectance (PMOR) is a pump-probe technique wherein a
probe laser measures not only the sample reflectance (i.e. like reflectometry), which we
call the DC reflectance Rqc, but also the variations in reflectance induced by a modulated
pump laser, the so-called modulated or AC reflectance ARac. The modulated reflectance
signal is the most commonly used signal, which is why the technique bears its name.
Figure schematically describes the principle of the technique.

Different companies (KLA-Tencor, Semilab, Xitronix) and research groups (e.g. Cen-
ter for Advanced Diffusion-Wave Technologies of the University of Toronto and Labo-
ratoire d’Instrumentation of the Universite Pierre et Marie Curie in Paris) have imple-
mented the PMOR technique either in fab-ready or test-bench tools. Though PMOR
initially showed capabilities for the determination of various transport parameters of
bulk and thin-film metals, semiconductors or superconductors [10, 47, 50, 51, [66] (e.g.
thermal conductivity, carrier diffusivity, carrier lifetime), commercial implementations
mostly focus on statistical process control (SPC) monitoring of ion implantation|81], [80}
93, (103, [16, 23] [48] 49, [IT5]. Importantly, intensive research has also been carried out
to improve the understanding of the complex behavior of the AC reflectance on bulk
semiconductors[90, 52| [82] [84] [83], 120} 12T, 70} 24].

Though there has been some discussion about the original paternity of the idea, as
far as the literature can testify, interest in the use of PMOR for carrier profiling initially
started with the work of Borden[4] [I7) [15] and Nicolaides[81] [80] respectively with the
BX10 tool of Boxercross (now owned by Semilab) and with the TP630XP tool of Ther-
mawave (now owned by KLA-Tencor). The conclusions of these investigations already
proved experimentally the great promises of PMOR for non-destructive carrier profiling.
Sub-nanometer junction depth resolution seemed finally to be in the reach of optical
techniques. However, theoretically speaking, there was only qualitative understanding
of the dominant physical processes occurring during a PMOR measurement on a non-
homogeneously doped silicon sample. Soon imec became involved|25] 28] [26] [115], [1T4]
and the combined theoretical and experimental work of Dortu[38], 39} 40, 4], 36] on the
BX10 tool got the theory ever closer to experimental data. However, when it came to
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Figure 1.10: Principle of Photomodulated Optical Reflectance (PMOR). A modulated pump laser
shines on the sample to modify the local refractive index. A constant probe laser measures the sample
reflectance, i.e. the so-called DC reflectance Rqgc, simultaneously with the variations in reflectance
induced by the modulated pump laser, i.e. the so-called modulated or AC reflectance AR,.. The
numbers indicate the path followed by the probe laser beam.

retrieving information about carrier profiles, the BX10 tool seemed to lack information.
The ability of this tool to measure power curves, i.e. vary its pump power and measure
the induced variations in AR, did not seem to help much. Besides, as time passed
by, the probe wavelength of the BX10 (980 nm) was becoming obsolete compared to
the junction depths required in real devices. In the meantime, the higher modulation
frequency (1 MHz vs 2 kHz) of the TP630XP had appeared as a potential solution to the
problem by offering two signals (amplitude and phase of AR,.) rather than one[29]. Its
shorter probe wavelength (670 nm) also improved significantly the sensitivity to sub-30
nm junction depths.

These two observations, together with the high repeatability of the measurement
(Appendix , were the motivations which initially triggered this work. The ’two-
signal’ approach looked promising though, as we shall prove, the phase actually does
not contain extra information about the profiles (plasma wave has a unique phase and
wavelength; see e.g. Section . Nevertheless, we will show that TP630XP offers
additional information about the profiles. First, it has the capability to measure offset
curves, i.e. separate the pump and probe beams and measure the variations in AR,c
(Chapter E[) Besides offering a much better visibility to the processes involved in the
carrier and heat transport (e.g. you can measure the ambipolar diffusivity, you do not
need to model it, see Section, offset curves also help decouple the sensitivity to carrier
concentration and to junction depth (see Section. Finally, Rqc being calibrated in
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TP630XP, its direct use is facilitated. As we shall see, this last improvement was also a
determining factor (see Section .

Though we will come back to these achievements in the course of this thesis as
well as in the Conclusions, some can already be mentioned. First, on the experimental
side, the work included in this thesis has contributed to making PMOR a reproducible
and quantitative technique (see Appendix [A.2]). Further, the developed procedure for
the signal calibration on undoped samples (Sections and has broadened the
applicability window of the technique to implanted profiles with and without preamor-
phization. Before our investigations, indeed, most work had been dedicated to box-like
profiles. Second, on the theoretical side, improved understanding also comes out of this
work thanks to the derivation of simplified transport equations to describe the general
ambipolar transport of carriers (Sec. and heat (Sec. @ in semiconductors,
with a thorough discussion of their time-dependent effects (Section @ Similarly, the
compact models of Chapter [f] give direct understanding of the general behavior of ARac
and Rgc.

As mentioned above, this work focuses on the TP630XP tool. In other words, while
we often refer to the technique as PMOR, all shown experimental data have been mea-
sured with TP630XP. In particular, the TP630XP (or simply TP) tool is a PMOR
implementation with:

e a 670 nm (1.85 eV) probe laser with 2.5 mW power focused onto an 0.5 pum beam
radius on the sample

e a 790 nm (1.57 eV) pump laser with 13.5 mW power modulated with a 1 MHz
modulation frequency and focused onto an 0.5 pm beam radius on the sample

e the ability to separate the laser beam with a maximum of 4 ym separation on the
sample.

More detailed examples of the experimental setup of PMOR tools can be found in
Ref |85 [105]. The actual setup of the TP630XP being confidential, we are not allowed
to disclose it in this work.

1.3 Outline

The ultimate objective of this work, besides the fundamental investigation of PMOR,
is to develop a quantitative carrier profiling technique out of the TP tool such as it is
described above in Section [[:2.2.3] without any hardware change. For this purpose, we
need to understand why, how and also how much a pump laser can modify the reflectance
of a silicon sample. We therefore propose to build up the necessary understanding of
the processes involved during a TP measurement in the following sequence.

In Chapter we look at the fundamental process accounting for a variation in
the reflectance of an arbitrary sample. In particular, looking first qualitatively at the
relationship between refractive index and reflectance, we sequentially derive analytical
expressions for the variation in reflectance assuming a refractive index perturbation
with various shapes. One important message of this Chapter is that a perturbation of
the reflectance is always a consequence of a perturbation of the refractive indez.

In Chapter [3] we investigate the possible causes for a variation in the refractive index
of silicon. This Chapter shows that a perturbation in refractive index is to be expected
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as a result of the presence of free carriers or the change in temperature. In particular,
we quantify these variations for the specific case of the TP probe laser.

In Chapter@, we look at how light and, more specifically, a high-irradiance modulated
pump laser and a high-irradiance constant probe laser generate carriers and heat in ho-
mogeneously doped silicon samples. We derive and solve the coupled transport equations
for these two quantities in order to quantitatively determine the time-dependent and
position-dependent ezcess carrier and temperature distributions induced by the lasers.

In Chapter |5} we extend the transport problem to the case of non-homogeneously
doped silicon sample (with particular emphasis on samples presenting highly doped
ultra-shallow layers at their surface).

In Chapter [6] we review the conclusions of Chapters [2] to [f] in order to derive a
complete physical model explaining the behavior of the two measured signals in PMOR,
i.e. Rgc and AR,c. The model is assessed based on the comparison with TP signals
measured on homogeneously doped silicon substrates with various doping concentrations
as well as doped layers with varying doping concentration and junction depth.

Based on the learnings of all the previous Chapters, Chapter [7] develops and studies
methods to derive information about carrier profiles from PMOR measurements.
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Chapter 2

Theory of Perturbation of
the Reflectance

In this Chapter, we assume a small perturbation of the complex refractive index n(z, y, z, t)
is somehow generated (e.g. by doping, optically injected carriers and/or heat,...) in a ho-
mogeneous silicon sample and we calculate how this perturbation impacts the reflectance
R(z,y,t) of a probe laser shining on the sample.

In all generality, the perturbed refractive index reads

n(x,y, z,t) =ho + Ano(x,y, 2) + Ani(z,y, z) coswt — ¢1(z,y, 2)]

fundamental
—+oco
+ Z Anj(z,y, z) cos[jwt — ¢;(x,y, 2)], (2.1)
j=2

4t harmonic

where 7 is the refractive index of the unperturbed silicon sample, Afig(x,y, 2) is the
time-independent component of the perturbation of the refractive index, Ani(z,y, 2)
and ¢1(x,y, z) are respectively the amplitude and phase of the fundamental mode of the
perturbation, Anj(x,y, 2) and ¢;(x,y, z) (=2,3,...) are respectively the amplitude and
phase of the j*" harmonic of the perturbation. Note that 72 and An;(z,y,z) (j=0,1,...)
are all complex numbers. In this Chapter and the following, w can be understood in
all generality as the fundamental angular frequency of the refractive index perturbation
but, it will become clear in Chapter [4 that w is the angular modulation frequency of the
pump laser irradiance.

As a result of this perturbation, a probe laser shining on the sample is reflected with
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a perturbed reflectance R(zx,y,t) such that
R(IL’, Y, t) =Ro + ARO(:Bv y) + AR (217, y) COS[Wt - q>1(£7 y)]

fundamental
+oo
+ ) AR;(w,y) cosljwt — ;(z,y)], (22)
j=2

jth harmonic

where Ry is the reflectance of the unperturbed Si sample, ARg(z, y) is the time-independent
component of the perturbation of the reflectance, AR1(z,y) and ®1(z,y) are the mag-
nitude and phase of its fundamental mode and AR;(z,y) and ®;(z,y) (j=2,3,...) are
the magnitude and phase of its 5" harmonic.

In this Chapter, we explain and express mathematically the relationship between the
perturbed refractive index of equation and the perturbed reflectance of equation
. In order to do so, two physical phenomena, i.e. reflection and optical interference,
as well as their causes need to be introduced.

First, reflection occurs when an electromagnetic wave reaches an interface between
two media with different complex refractive indices (see Figure [2.1)). The boundary
conditions of Maxwell’s wave equations indeed show that only a proportion £ of the elec-
tromagnetic wave is transmitted through the interface. The rest of it, i.e. a proportion
7 =1 — 1, bounces back or is reflected in opposite direction[I8].

Medium 1 =ny+iky T=72

Figure 2.1: An electromagnetic wave with electric field E‘i incident on an interface between two

media of respective refractive indices 721 and 73 is partially reflected with electric field E, and trans-
mitted with electric field E;. The ratio between the reflected (resp. transmitted) and incident electric
fields is given by 7 (resp. ) which follows Fresnel’s reflection formula (2.3) [resp. (2.4))].

In other words, for an incident electric field E;, the transmitted electric field is
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E, = {E; and the reflected electric field is F, = 7E;, where f and 7 are respectively called
the transmission and reflection coefficients. Mathematically, the reflection coefficient 7
of a light beam normally incident upon an interface separating two media with different
complex refractive indices 711 and 72 follows Fresnel’s reflection formula[Ig], i.e.
R Ly (2.3)
ni + no
The electromagnetic wave is therefore transmitted with a transmission coefficient  such
that o
~ - ']’Ll
tf1+rfﬁl+ﬁ2. (2.4)
The reflectance of the sample is then given by the squared absolute value of the reflection
coefficient, i.e.
R=|7?. (2.5)
Second, optical interference is the name given to the interaction between two (or
more) coherent light beams of the same optical frequency and polarization meeting in a
region of space[54]. In summary, the interference describes the peculiar way these waves
add up so as to give a total amplitude with is not simply the sum of their amplitudes.
Mathematically, the electric field of a one-dimensional electromagnetic plane wave
in a medium of refractive index 7 can be described as follows[18]

E = |E|exp(2inna/ g + i05) exp(—iwgt), (2.6)

where |E| is the amplitude of the electric field (its maximum value in time and space),
Or is its phase, Ag is its wavelength in vacuum and wg is its optical angular fre-
quency. If two electromagnetic waves of the same amplitude and different phases F; =
|E| exp(2imiiz/Ag + i0p1) exp(—iwgpt) and Fy = |E|exp(2iniz/\g + i0p2) exp(—iwpt)
meet, their amplitudes add up vectorially (or coherently) such that

E~1 =4 EQ = |E| [exp(i@El) +4 exp(i@Ez)] exp(2i7rfm:/>\E — int). (27)

Equation shows that the resulting amplitude is not solely dependent on the ampli-
tude of the two beams but that it also strongly depends on their phase difference. If the
two waves have the same phase (i.e. 0g1 = 0g2), the amplitude of their sum is 2|E|, i.e.
there is constructive interference. On the contrary if the phases of the two waves are in
opposition (i.e. 8g1 = 0g2 + 7), the sum is zero, giving rise to destructive interference.
For other values of the phase difference, the sum will be included between 0 and 2 |E]|.
Similarly, in the more general case of waves with different amplitudes |Ei| and |Es|,
destructive and constructive interferences result in total fields of respective amplitudes
|E1 — E2| and |E1 + E2|

One common case of interference arises when a light beam is reflected on two or more
parallel interfaces. The case of two interfaces is well known and widely studied under
the name of thin-film interference[54] (Figure . In that case, F is the electric field
reflected directly on the top surface (Interface 1) and Es is the electric field reflected
on the bottom surface (Interface 2). Due to distance traveled by Es in between the two
interfaces, the phase difference between the two reflected electric fields is proportional to
the thickness of the film. The combination of reflection and interference therefore offers
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a very attractive sensitivity to the thickness of a thin film. This is what makes reflection
techniques so appealing. This experiment is studied in further detail in Section

Interface 1

Interface 2

Figure 2.2: Thin-film interference: the electric fields E; and E, respectively reflected on interface
1 and interface 2 present a phase difference 0g1 — 62 due to the distance traveled by the light in
between the two interfaces. As a consequence, the amplitude of the total reflected electric field varies
with the thickness of the thin film.

Due to interference effects, the mathematical relationships between the components
of n(x,y,z,t) and R(z,y,t) vary according to the depth- (i.e. the z-) dependence of
the refractive index perturbation. In this Chapter, we investigate four different cases
of refractive index perturbations and work out these relationships in order of increasing
complexity. First, uniform perturbations are studied in Section In this case, the
complex refractive index varies only at the top surface. Second, in Section [2:2] we
consider the case of a box-like perturbation where the perturbed refractive index shows
two abrupt variations, one at the top surface and one at a depth X, which we call
the junction depth. Finally, we study the case of a double box-like perturbation (three
abrupt variations) in Section before deriving a formula for a perturbation with an
arbitrary depth dependence in Section

These analytical expressions are here derived in the case of TP, i.e. for a probe laser
in the red to near infrared (NIR) range normally incident on the sample and for a system
lying in air. As a consequence, the penetration depth of the probe laser 1/aprobe is always
much larger than the total depth of the perturbation of the complex refractive index
(ultra-shallow perturbations) but much shorter than the thickness of the sample (semi-
infinite samples). Further, we make the following three key assumptions so as to keep
the expressions simple and analytical. First, the Si surface is supposed to be oxide-free,
i.e. silicon is in direct contact with air. Second, we consider only laterally homogeneous
refractive index perturbations, i.e. An;(z,y,z) = An;(z) (j = 0,1,...). These first
two assumptions are discussed into more detail at the end of this Chapter respectively
in Section and Finally, all the perturbation components of equation
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are assumed much smaller than 7igp. This linearizes the system (no harmonic mixing)
and therefore greatly simplifies the obtained expressions. In other words, only a DC
perturbation Ang of the complex refractive index can induce a DC variation ARy in
reflectance. Similarly, only the fundamental mode of the complex refractive index can
generate AR;. Besides, the relationships between the perturbation components of 7 and
R are the same independently from the considered component. We can therefore focus
on a case of a single perturbation, relying on the linearity of the system for the cases of
multiple perturbations. The j subscript (j = 0,1, ...) is therefore omitted in the rest of
this Chapter.

For the sake of completeness, let us mention that two formulations are available to
solve the considered problem. We propose to solve this problem in the small perturbation
formalism in this Chapter. The alternative formulation, i.e. the direct differentiation,
was derived by Seraphin [I0I] and Aspnes [9] [7]. With some algebra, it can be shown
that the two formulations are equivalent.

2.1 Uniform Perturbation of the Complex Re-
fractive Index

In this Section, we consider a sample with a complex refractive index (ng + iko) mod-
ified by a uniform perturbation (Angus + iAksuws) and would like to calculate how this
perturbation impacts the sample reflectance. The studied situation is depicted in Figure

23

Tair = 1

s

1= (ng + ko) + (Angyy + i0kgyp)

1

Qprobe

depth

Figure 2.3: A uniform perturbation (Angyp + 1Akgsy,) of the refractive index (ng + ikg) of a
semi-infinite sample.
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In the case of a perturbed complex refractive index, Fresnel’s formula (2.3)) becomes

1— (nO + ZkO) - (Ansub + ZAksub)
1+ (no + ko) + (Ansup + 1Aksup)

T =

(2.8)
Linearizing formula (2.8) with respect to the perturbation, 7 becomes

TR

)

1-—- (n() + ZkO) |:(1 _ Ansub + iAksub
1+ no +tko

_ Ansub + ZAksub)
1+(no+ik0) 1 —ng — tko
—_—
=7y
(1 —ng — ik)o)(l + ng + iko)

~

X To

(Ansub + 'LAksub)]

(1= ng + k) + 4ngk U R+ angk
(2.9)

5 {1 2 [(1 — n(z) + k%)Ansub — 2nokoAk5ub] 2 [(1 - n% + k(Q))Aksub + 27’LokoAn5ub]
=T —

where 7o is the reflection coefficient of the unperturbed sample. The perturbed re-
flectance R = |#|? is therefore

R=|f0|*{1— 1
7\\0,./ (1 —n%+k§)2+4n§k8
=Ryg

(1 = nd + kg) Angub — 2n0ko Aksus] } . (2.10)

Before concluding this Section, it is interesting to note that OR/OAksyp is propor-
tional to ko, which is very small in silicon in the red and NIR range[125]. In other words,
a uniform Ak;,y hardly perturbs the reflectance of silicon in the red and NIR range.
Further neglecting all the ko terms of equation , the variation AR in reflectance
for a homogeneous perturbation simply reads

A1%|homogeneous = ﬁAnsub (211)

This formula will prove very helpful for calculating the perturbation of the reflectance
on a homogeneously doped sample, whether it is due to homogeneous doping, optically
injected carriers or heat (Section [6.1]).

2.2 Box-like Perturbation of the Complex Re-
fractive Index

We consider here the problem of a perturbation of the refractive index which only shows
two abrupt transitions, one at the top surface and one at a depth X, called the junction
depth. The perturbation of the refractive index has a value (An; 4+ ¢Ak;) in the box
and a value (Angyp + 1Aksyup) below the layer. The unperturbed refractive index of the
sample is uniform and equal to (no + ko). This situation is described in Figure
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Tair = 1
S
= 1-i, 1 T+
1= T+ny 1 2,
tl = Ty
- ny = (ng + ik Any +iAk
I 1= (ng +iko) + (Any + ilky) N
sub = R J Qprobe

Tisuh = (N0 + ko) + (Angyy +ilkgy,p)

1

Qprobe

depth

Figure 2.4: A box-like perturbation of the refractive index profile shows two abrupt variations,
respectively at the surface and at the interface. The interface is located at a depth X; assumed to be
much smaller than the penetration depth of the probe laser (1/aprobe)-

We recognize here the thin-film interference introduced earlier in the introduction of the
present Chapter.

If we assume that the magnitude of the perturbation of refractive index is too small
to cause multireflections in the box[54], the pertubation of the reflection coefficient is
solely due to the coherent sum of the two reflections occurring respectively at the surface
and at the interface. Further, neglecting the impact of the refractive index perturbation
on the phase of the transmitted electric field, the reflection coefficient is

F = 4 Pt exp(4imnoX; /Aprobe), (2.12)

where 71 and T4, are the reflection coefficients respectively at the surface and the in-
terface, f} and ] are the transmission coefficients through the surface respectively for
incoming and outgoing light.

In analogy to formula , we have for 7

o {1 2 [(1 — ng + k§)Any — 2nokoAk] 2 [(1—ng+k§)Akl+2nokoAm}}

e (I—nZ+ k22 +4n2kZ " (1—n2 +k2)2 + 4n2k2
(2.13)
As for 7sup, neglecting all second-order perturbation terms, one obtains
7 _ (A’I’Ll + ZAkl) - (Ansub + 7fAksub)
0 2(no + iko) + (Any + iDkr) + (Ansup + iDksup)
~ (Anl — Ansub) =+ Z(Akl — Aksub). (2.14)

2(n0 +4 iko)

It is apparent from the comparison of equations (2.13) and (2.14) that the surface
and interface reflections have very different magnitudes. While the surface reflection is
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2. THEORY OF PERTURBATION OF THE REFLECTANCE

composed of two terms, respectively of the zeroth and first orders, the interface reflection
only shows a first-order contribution. This is due to the fact that, unlike the surface
reflection, the interface reflection only exists because of the perturbation. Since we
neglect all second-order terms, using formula , we can write

P (An; — A’I’Lsub) + Z'(A/ﬂ — Aksup)
sub =T (17n07ik0)(1+n0+ik0)

o { (1= nd + k3) (A — Angus) — 2kono(Aki — Akaus)
=zTo

(1 —nd + k2)? + 4n2k?

(2.15)

n (1 — n% + ]ﬂg)(Akl — Aksub) + 2kon0(Am — Ansub)
(1 —n2+k2)2 + 4n2k2 ’

Putting equations (2.12)),(2.13]) and (2.15]) together and neglecting all second-order
terms, this gives for the reflectance

~|rl| +28‘B(r0r5ub & exp(4immo X /Aprobe))

4
=Ro< 1 —
0{ (1 —nZ + k2)2 + 4n2k2
X |:(1 TLO + ko Anl — 2noko Ak

TLO + k)o (Am — Ansub) — 2kono (Akl — Aksub)) Cos(47rn0Xj//\pmbe)

+ ( 1 — TLO + ko)(Ak’l Ak’sub) + 2kono(Anl — A’I’Lsub)> Sin(47Tﬂ0Xj/)\probe):| },
(2.16)

where 7§ is the complex conjugate of 7o. Assuming again that ko < no, the perturbation
of the reflectance is

4R
AR‘box :’I’L2 701
0
— COS(47Tn0Xj//\pr0be)(Anl — A?’Lsub) —+ sin(47moXj//\probe)(Akl — Aksub)] .
(2.17)

[Am

This equation is of very high importance in this work. It indeed shows the interest
of reflection techniques for the depth-determination of a refractive index perturbation.
Though reflection techniques are surface techniques, they are able to probe the in-depth
variations in refractive index with high sensitivity thanks to the interference between the
reflections respectively occuring at the surface and at the interface of the box. This is
the main reason why optical reflection techniques are usually very attractive for the non-
destructive determination of e.g. layer thicknesses [54]. Besides, equation proves
to explain with great accuracy the perturbed reflectances experimentally observed on
CVD box-like doping profiles (Chapter . It will therefore be frequently used for the
assessment of our model.
Notice finally that, if X;=0, formula (2.17) nicely reduces to formula .
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2.3. Double Box-like Perturbation of the Complex Refractive Index

2.3 Double Box-like Perturbation of the Complex
Refractive Index

We consider here the problem of a perturbation of the refractive index which has three
abrupt transitions, one at the top surface, one at a depth X1 and a last one at a depth
Xj2. This situation is shown in Figure The perturbation of the refractive index has
a value (Any; + iAk;1) in the top box, a value (Anj + iAk;2) in the second box and a
value (Angsyp + iAksup) below the second box. The unperturbed refractive index of the
sample is uniform and equal to (no + iko).

As can be expected, the perturbation of the reflection coefficient is here due to the
coherent sum of the three reflections occurring at the surface and at the two interfaces.
In other words, generalizing equation , the reflection coefficient can be written

F=r+ flzf;lflil exp(4imno X1/ Aprobe) + fsubﬁlflﬂflgfﬁ exp(4imno X 2/ Aprobe)- (2.18)

In analogy with equation (2.9)) for 71 and equation (2.14)) for 72 and 7syus, the reflection
coefficients on each interface are respectively

F 7 {1 2 [(1 — nﬁ + k%)Aml — 27’L0k0Ak11] .2 [(1 — n% + k‘g)Akll + 27’L0k)0Anl1]
11 ="To0 -

(1 —n3 +k3)2 + 4n3k3 T (- kD) + Angkg
(2.19)
_ (Anyr — Angz) + i(Akin — Aki2)
= 2.2
"2 2(no + iko) (2.20)
- (Ang — Angw) + i(Akiz — Aksw)
Tsub = 2(7’10 T Zko) . (221)
Similarly to equation (2.15), we have
7~‘l2£T Ei —97% (1 — ’n% —+ k%)(Aml — A’nlz) — 2]€0n0(Ak11 — Aklz)
o (1 —n2+k2)2+4n2k2
Y (1 —ng + k3) (Akin — Aki2) + 2kono(Anin — Anga) (2.22)
(1 —n2 4+ k2)% + 4n2k2 '

(1 _ T’Lg + kg)(AnZQ - Ansub) - Qkono(Ale - Aksub)
(1 —nd + k2)? + 4n2k3

fsubﬁﬁzilt?z'% :27:0{
+1 (

1 — 1§ + kb)) (Akiz — Aksup) + 2kono(Aniz — Ansuy) (2.23)
(2 1+ k22 + 4n2k2 -

Plugging equations (2.19)), (2.22)) and (2.23)) into equation (2.18) and neglecting all
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Figure 2.5: A double box-like perturbation of the refractive index profile shows three abrupt
variations, respectively at the surface, at a depth X;; and at a depth Xjs.

second-order terms in refractive index variations, we have

R =|mn|?
+ 2?}%(776?125;1{;’1 exp(4i7rnoXj1/)\probe))
+ 2%(7:5@@{;1 5%17?;2{%2 exp(4i7m0Xj2/>‘probe))

4
—Rol1—
RO{ (=2 1 k2)2 1 dngh?
x (1 —ng + kg)Anyy — 2noko Ak
no =+ ko (Anll — Anlg) — Qkono(Akll — Aku)) COS(47TTLOXj1/)\probe)

=+ < 1 — ’I‘LO —+ ko (Ak‘ll — Aklz) + 2k0n0(An11 — An12)> sin(47rn0Xj1//\pmbe)
( —nZ4 ko (Anyz — Angup) — 2kono(Akiz — Aksub)) cos(4mno X2/ Aprobe)

—+ 1 — TLO =+ ko (Aklg — Aksub) —+ Qkono(Anlz — A?’Lsub)) Sin(47T7’L()Xj2/Aprobe):| }

(2.24)
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2.4. Arbitrary Perturbation of the Complex Refractive Index

Assuming again that ko < no, the perturbation of the reflectance is

4R,
AR‘double—box :ﬁ A’I’Lll
0

— cos(47moXj1/)\pmbe)(Am1 — A’nlg) — COS(47Tn0Xj2/)\probe)(Ale — Ansub)
+ sin(47rn0Xj1/)\probe) (Aku - Aklg) -+ Sin(47rTL0Xj2//\probe)(Ak12 - Aksub) .
(2.25)

2.4 Arbitrary Perturbation of the Complex Re-
fractive Index

Building the theory as we have, it is now fairly easy to derive a general formula for a
staircase perturbation of the complex refractive index with N abrupt transitions such as
presented in Figure [2.6

Generalizing equations and for the case of an N-transition staircase
gives

F =i+ izt By exp(4imno X1 /Aprobe) + Fistly £, Elati; exp(4imno X2 /Aprobe)

+ fl(Nfl)nglglll{lBElg"'i‘lT(N72)t~l$(N72) exp(4imnoX;(v—2)/Aprobe)
-+ le{[lgflflgfliQ“'EZT(Nfl){li(Nfl) exp(4i7m0Xj<N,1)//\probe). (2.26)

The expression for the surface reflection 7y is given by equation (2.19)). As for the other
reflections 71, (n = 2,3, ..., N), a generalization of equation (2.20) gives

(Anl(n_l) — Anln) + i(Akl(7]_1) — Akln)
2(no + ik())

Ty = . (2.27)

Generalizing equation (2.22)), we therefore have

(1 — ng + ka)(Anl(n—l) — Amn) — 2k0n0(Akl(n—1) — Akln)
(1 —nZ + k%)% + 4n2k2

S s —9x
rlntlltll'“tl(n—l)tl(n—l) —27“(){

+1

1- ng + k:S)(Akl(n_l) — Ak + Qkono(A’rLl(n_l) — Anygy)
(1 —nd + k)% + 4n2k? ’
(2.28)

which gives the reflectance when plugged into the following generalization of equation
(12.24)

R =|fu|?
N
+ 2R Y Fint bt 1) B ) €XP(AT10 X (1) [ Aprobe))- (2.29)
n=2
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Figure 2.6: A staircase perturbation of the refractive index profile with N abrupt transitions.

If the thickness of the layers becomes infinitesimal, i.e. the perturbation of the refractive
index varies continuously with depth, equation (2.27]) becomes

= _ d(An+iAk)
n = 2(71,0 =+ Zko)
B 1 d(An + iAk)
o 2(17,0 + iko) 0z dZ, (230)

and the sum appearing in equation (2.29) must be turned into an integral to give

R =|fu|® + 2R(7

- +oo ;
270 / M exp(4i7rnoz/)\probe)dz)
0

(1 —No —iko)(1+n0+iko) + 0z

4
=Rod1—
RO{ (2 1 k2)2 1 dngh?

X [(1 —ng 4+ kg)An(z = 0) — 2noko Ak(z = 0)

—+oo
+(1+nd+k) (/ 94n(z) cos(4mnoz/Aprobe) — 9Ak(z) sin(47rnoz//\probe))
0

n 0z 0z
+o0o
+ 2kono </ M cos(47mnoz/Aprobe) + M sin(47rn0z//\probe))] }
0t 0z 0z

(2.31)
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For Si in the red and NIR range, equation (2.31]) becomes

AR|Proﬁle :% |:ATZ(Z = O)
2 _
—+o0
+ / (M cos(47mnoz/Aprobe) — M sin(47rnoz/)\pmbe)) dz] .
0t 0z 0z

(2.32)

It can be easily checked that in the case of a box-like perturbation of the refractive

index, formula (2.32]) reduces to (2.17)).

2.5 Second-Order Effects

As mentioned in the Introduction, the reflection formulas derived in this Chapter assume
the absence of any oxide layer at the interface between air and the silicon sample.
Similarly, the derived formulas only consider laterally homogeneous perturbations of the
refractive index. These two assumptions are respectively looked at in Sections and

252 below.

2.5.1 Impact of the Presence of a Native Oxide

An oxide always exists at the interface between air and silicon. Hence, its impact should
be evaluated. For this purpose, we propose to consider the case of a box-like perturbation
of the refractive index, as studied in Section [2:2] On top of the structure of Figure [2:4]
we add an oxide layer of thickness toxide and of refractive indexﬂ Noxide = 1.45 [59], such
as represented in Figure 277

This effect should be studied as a function of ¢.xige but, since the native oxides present
on our samples have measured thicknesses between 0 and 2 nm, we take the worst-case
scenario, i.e toxide = 2 nm. We further assume that the refractive index perturbation
does not propagate into the oxide. Figure [2:8] shows that, for a real refractive index
perturbation with Ang,, = —107* (typical value encountered in the present work) and
Aprobe = 670 nm, the normalized variation |(AR8§de — ARBox)/ARBox(X; = 0)] in
reflectance perturbation is no more than 1.2% whether An; =0 or —0.5 x 1074,

For completeness, note that Figure does not show the behavior of the relative
error (ARgg,i(de — ARgBox)/ARBox. This error indeed diverges at X; & Aprobe/(8n0) & 22
nm, due to the vanishing amplitude of ARpox. As Figure @ shows, the absolute error
remains small even at X; ~ 22 nm.

In summary, this effect can be neglected. It is, however, important to keep in mind
that the variation grows with increasing oxide thickness.

1Given the large refractive index contrast both at the air-oxide interface and at the oxide-
silicon interface, multireflection formula[54] must be considered in the oxide layer (large reflection
coefficients at both interfaces)
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Figure 2.7: Oxide layer of thickness toxide On top of a box-like perturbation of the refractive index
profile.
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Figure 2.8: Normalized variation [(ARSX4® — ARpox)/ARBox(X; = 0)| in reflectance perturbation
due to the presence of a 2-nm thick oxide layer as a function of the junction depth of the box-like
perturbation of the refractive index. The considered real values of the refractive index perturbation
are indicated. The presence of the 2-nm thick native only has a negligible impact on the reflectance
perturbation.
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2.5. Second-Order Effects

2.5.2 TImpact of a Lateral Variation in Refractive Index Per-
turbation

Thus far in this Chapter, only laterally homogeneous perturbations of the refractive
index have been considered. If An(z,y,z) also varies with z and y, this effect will
obviously be mirrored on the local reflectance perturbation AR(x,y). Typically, in this
work, reflectance perturbations radially decay as damped waves (see Chapter @, i.e.

AR(r) = AR(r = 0) exp(—7/LY) cos(2nr/AT), (2.33)

where r = /22 + y2 is defined as the radial distance to the maximum of the perturba-
tion, L is the decay length and AT is the wavelength of the reflectance perturbation.
Figure a) shows three examples of (normalized) reflectance perturbations behaving
like damped waves with decay length L = 2 um and respective wavelengths A® = 100
pm, A" =10 pm and A" =1 pm. As shown in Chapter @, this is a relevant range for
our experiments.

The probe laser irradiance distribution probe(r) being

2
T
Hprobe(r) = 7D]glrobe eXP(_giL (234)

probe

where Pgmbe is the peak irradiance of the probe laser and Rprobe is its radius, the mea-
sured reflectance perturbation A Rintegratea Will be a convolution of the local reflectance
perturbation AR(r) with the probe laser irradiance distribution, i.e.

2 i r?
A integrated — ;55 drA 52
R ' ® red Rlzaser A e R(T) exp( RIQaser)
o 2
= 22 / rdrAR(r = 0) exp(—r /L) cos(2rr/A™) exp(—gi)7
7elaser 0 R]aser
(2.35)

Note that we willingly restrict the present study to the case of corresponding positions
of the maximum of the reflectance perturbation and of the probe irradiance.

Figure b) shows the ratio of ARintegrated, i-6. the reflectance perturbation as
measured by the probe laser, divided by the local reflectance perturbation at r = 0, i.e.
AR(r = 0). Obviously, when the decay length and wavelength are both long, A Rintegrated
is very close to AR(r = 0). This is the situation encountered in a vast majority (> 95%)
of our measurements, as highlighted by the dotted box in Figure b). On the contrary,
if the decay length and/or the wavelength become commensurate with Rprobe, strong
deviations are observed, which can even lead to ARjintegratea and AR(r = 0) being of
opposite sign (A® =1 um). In these cases, the lateral integration cannot be ignored.

In this study, we try to work with analytical expressions as much as possible. The
lateral integration of equation will therefore be omitted in our model. If required,
however, our calculations can take it into account. Only minor impact of this effect has
been observed for the specific case of the structures measured in this work. This justifies
the omission in the rest of this dissertation.
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Figure 2.9: (a) Examples of normalized reflectance perturbations behaving like damped waves
[equation (2.33)] with decay length LY = 2 pum and A® = 100 pum (dashed line), A" = 10 pum
(interrupted line) and At =1 pm trlplc—lntcrruptcd hnc) The thick black line is the normalized

irradiance distribution [equation (2.34) with R robe = 0.5 pum]. (b) Variation in the ratio of the
integrated reflectance perturbatlon equatlon ] divided by the signal at » = 0 as a function of
the decay length of the reflectance perturbatlon The dotted box shows the typical situations found
in this work, where the impact of the lateral integration is minor.

2.6 Summary

In this Chapter, we have investigated the mathematical relationship between a refractive
index perturbation and the subsequent perturbation of the sample reflectance, as can
be measured by a probe laser in the red and NIR range. We have shown that, due to
interference effects, the relationships vary greatly according to the depth-dependence of
the refractive index perturbation. Of particular importance in this work, we have derived
analytical expressions in the cases of a homogeneous refractive index perturbation

AR|homOgeneous = W Ansub, (236)

in the case of a box-like refractive index perturbation

4Ry
AR‘box = 77,2 [Am
0
— c08(4mn0X; [ Aprobe) (Any — Angys) + sin(4mnoX; /Aprobe) (Aki — Akgup)],
(2.37)
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and in the case of an arbitrary profile of refractive index perturbation

. 4Ry .
AR|profile “m2-1) [An(z =0)
+oo
—|—/ (8An(z) cos(4mnoz/Aprobe) — 0Ak(2) sin(47rnoz/)\probc)) dz],
ot 0z 0z

(2.38)

all the symbols being as defined in this Chapter.

Further, we have shown that these expressions are valid even in the presence of a thin
native oxide and in the case of laterally varying refractive index perturbations provided
the lateral variations are not too abrupt.
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Chapter 3

Theory of Perturbation of
the Refractive Index

In this Chapter, we consider that some perturbation of the free electron distribution
N(z,y, z,t), of the free hole distribution P(x,y, z,t) and of the temperature distribution
T(z,y, 2,t) is present within a silicon sample due to doping and/or optical injection. We
investigate how these distributions modify the complex refractive index n(z,y, z,t) of
the sample.

Without any loss of generality, the perturbed electron, hole and temperature distri-
butions respectively read

N(:vav th) :NdOPing(m7 y7 Z) + AN(.%, y7 Z: t)
:Ndoping(l’, Y, Z) + ANO(%ZJ: Z) + 2|AN1(Iay7 Z)' COS(Wt - eNl(Iay7 Z)))

fundamental
—+oo
+Z2|ANj(m,y, z)| cos(jwt — Onj(z,y, 2)) (3.1)

j=2

jth harmonic
P(ZL‘7 Y, 2, t) :Pdoping(l', Y, Z) + AP(I7 Y, 2, t)
=Paoping (2, 4, 2) + APo(2,y, 2) + 2| APy (z, y, 2)| cos(wt — Op1(x, Y, 2)))

fundamental
—+oo
+Z2|APj($7y,Z)‘COS(jL«)t*@P]‘(ZE,y,Z)) (32)

Jj=2

jth harmonic
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T(l’, Y, Z7t) =To + ATO(£7 Y, Z) + 2|AT1 (l’, Y, Z)l COS(UJt —0r ($7y7 Z)))

fundamental

—+oo
+ Z 2|ATj(z,y, 2)| cos(jwt — O (z,y, 2)), (3.3)

jtB harmonic

where Nyoping (resp. Paoping) and AN (resp. AP) are respectively the electron (resp.
hole) concentrations due to the homogeneous doping of the sample and due to optical
injection. Tp is the environment temperature during the experiment, i.e. room tem-
perature (300 K). ANy(z,vy,2), APy(x,y,2) and ATo(z,y, z) are the time-independent
components of the perturbations respectively of the free electron distribution, of the free
hole distribution and of the temperature distribution. |AN;(z,y, z)| [resp. On1(z,y, 2)],
|APi(z,y,2)| [resp. Opi(z,y,2)] and |ATi(z,y,2)| [resp. Or1(z,y,z)] are the half-
amphtude#ﬁ (resp. phases) of the fundamental mode of the perturbations respectively of
the free electron distribution, of the free hole distribution and of the temperature distri-
bution. AN, (z,y, z) [resp. Onj(z,y, 2)], APj(z,y, z) [resp. Op;(z,y, z)] and ATj(x,y, z)
[resp. O7;(x,y,z)] are the half-amplitudes (resp. phases) of the j*" harmonic of the
perturbations respectively of the free electron distribution, of the free hole distribution
and of the temperature distribution.

As a consequence of these perturbations, the complex refractive index 7n(zx,y, 2, t)
reads

ﬁ($>y7 2, t) =ng + A'Flg(]), Y, Z) + Aﬁl(x7 Y, Z) COS(UJt - ¢1 ($,y, Z)))

fundamental

—+o0
+ ) Adi(x,y, 2) cos(jwt — ¢;(x,y, 2)) (3.4)
=2 4t harmonic

as already introduced in Chapter

In this Chapter, we identify the various physical phenomena accounting for varia-
tions in refractive index so as to link mathematically the different components of the
perturbation of the refractive index appearing in equation (3.4)) to the components of the
perturbations of N, P and T appearing in equations 1' and . It is impor-
tant to note that, similarly to Chapter 2] we here limit ourselves to small perturbations
of the refractive index. As a consequence, no frequency mixing occurs and a general
theory of perturbation can be developed independently from the time dependence of the
perturbation. In the rest of this Chapter, we therefore drop the j subscript and look at
the variation An in refractive index due to arbitrary perturbations AN, AP and AT.
In particular, we show, in Section that free carriers, electric field and temperature
can impact the refractive index 7 of Si. In Section [3.2] we study the electrooptical ef-
fects, i.e. the effects of carriers and electric field on #. In Section we investigate the
thermooptical effects, i.e. the impact of temperature on 7.

YAN;(z,y,2), APj(z,y,2) and ATj(z,y,2) (j = 1,2,...) are defined as the j*» Fourier co-
efficients of the perturbations of respectively the electron, hole and temperature distributions
throughout this thesis. Though the use of half-amplitudes might look odd in formulas ,
and (3.3)), it proves necessary so as to comply with the definitions used in the rest of this thesis.
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3.1. Refractive Index of Electrically Conductive Materials

3.1 Refractive Index of Electrically Conductive
Materials

Following Maxwell’s wave equation[18], the complex refractive index of an electrically
conductive material at the optical angular frequency wprobe 0of the probe laser reads

1o (Wprobe)

n=n + ik = \/g == glattice(wprobe) + )
Wprobe€0

(3.5)
where n and k are respectively the real and imaginary parts of the complex refractive
index, also called respectively the (real) refractive index and the extinction coefficient. €
is the total dielectric constant, €jattice 1S the dielectric constant of the intrinsic semicon-
ductor (no free carriers available for conduction), o is the frequency-dependent electrical
conductivity and €g is the dielectric constant of vacuum. Equation clearly highlights
that there exist two contributions to the refractive index, (i) €lattice and (ii) €. The first
contribution, €iattice, accounts for all band-to-band (or inter-band) effects. €iattice varies
explicitly with temperature[62], electric field[I06], and implicitly with free carrier con-
centration [via carrier-induced bandgap narrowing[95] (BGN) and band-filling[21] (BF)].
The second contribution, é,, contains the electrical conductivity (i.e. the free-carrier)
information, and is linked to all intra-band effects. It varies explicitly with the free
carrier concentration and implicitly with temperature (via the carrier mobility).

The previous considerations show that the perturbations of the refractive index can
be of three kinds. First, a perturbation of the carrier (i.e. electron and/or hole) concen-
tration would impact the refractive index via both €attice and €,. Second, a perturbation
of the temperature distribution would also modify the refractive index via €lattice and
€. Finally, the presence of an electric field would modify the refractive index via €jattice-
In other words and in all generality, a perturbation of the refractive index reads

AR = %AN + S—ZAPJF %.AE +i %AN + S—ZAPJF %.AE
Drude+BGN+BF Pockels+Kerr Drude+BGN+BF Franz-Keldysh
electrorefraction electroabsorption
electrooptical
+ g—;AT i %AT (3.6)
thermorefraction  thermoabsorption

thermooptical

In the following Sections, we review the different effects and discuss their relative
magnitudes for Si at a 670 nm wavelength (1.85 eV), i.e. for the probe laser of TP.
Note, for the sake of completeness, that a very complete review of the published data
concerning this problem can be found in Ref. [86] and, with even more details, in Ref.
[IT2]. Unfortunately, numerically speaking, both authors limit the study to wavelengths
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3. THEORY OF PERTURBATION OF THE REFRACTIVE INDEX

relevant to fiber-optic communication (A = 1.3 gum and 1.55 pum). These results can
therefore not directly be used in our investigations. A conclusion which can be derived
from these investigations, however, is that although all published models and experi-
mental data agree qualitatively, very large variations in the derived numerical values of
the derivatives of equation are found (up to a factor 10!). In this Chapter, we
therefore limit our study to the simplest models. Chapter [6]is anyhow dedicated to the
comparison of the (complete) developed model with experimental data.

3.2 Electrooptical Effects

The electrooptical effects account for the changes in complex refractive index due to
either the presence of free carriers or of an electric field. Three free-carrier electrooptical
phenomena are to be reported, namely (i) the Drude effect (Section[3.2.1)), (ii) the carrier-
induced bandgap narrowing (BGN) effect (Section [3.2.2) and (iii) the band-filling (BF)
effect (Section|3.2.3)). In addition, three electric-field effects are to be taken into account,
namely the (i) Kerr, (ii) Pockels and (iii) Franz-Keldysh effects (Section [3.2.4).

3.2.1 Drude Effect

The Drude effect accounts for both electrorefraction (i.e. change in n) and electroabsorp-
tion (i.e. change in k) due to a variation in electrical conductivity[I8], i.e. a variation
in é&,. We show here that, at high optical frequencies like in red and NIR, the electrore-
fractive Drude effect is linear (An proportional to N) and the electroabsorptive Drude
effect is negligible.

The frequency-dependent Drude electrical conductivity due to charge carriers of
charge q and mobility p and in concentration N is[53]

oo — aNa (3.7)
1- prrobe/wscatt

where wscats = ¢/(mp) is the scattering frequency of the carriers and m their mass.
In silicon, this scattering frequency is much smaller[53] (~10 THz) than the optical
frequencies wprobe corresponding to red and NIR wavelengths (~1 PHz). In other words,
the high-frequency electrical conductivity is purely imaginary (no resistive losses). Using
formula and assuming a real €astice (Ref. [125]), the complex refractive index then
reads, using first-order Taylor expansion,

- 2 2
- . i qpNg . q q
Wprobe€o 1 — iwprobe 7~ Whrobe €O 2w obe€OTGM
(3.8)

The first derivatives of the real and imaginary refractive indices can therefore be written
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3.2. Electrooptical Effects

respectively

on q2 1 —22 3

——|Drude = — —5——— = —2.036 x 10 3.9

8N|D d 2wgr0beeon0 Me x cm (3.9a)
=5

on (12 1 —22 3

—|prude = — —5——— — = —1.371 x 10 3.9b

8P|D d 2w§r0b960n0 mp x e ( )
=5

ok ok

87N|Drude ~ 67P‘Drude 20, (3.9¢)

where ( is the so-called Drude coefficient and m. and my, are respectively the electron
and hole effective masses. The numerical values are given for the probe laser of TP (670
nm). Interestingly, the expression of 8 shows its independence from mobility and, hence,
from temperature. The variations in €, with temperature are therefore negligible in the
considered wavelength range.

For completeness, notice that equations are strictly only valid in visible and
NIR wavelengths. Deeper in the infra-red, the extinction coefficient of Si strongly in-
creases with free carrier concentration. This is often referred to as free carrier absorption
(FCA)[53]. Notice also that, besides being very small in visible and NIR wavelengths,
Ok/ON |prude and 0k/OP|prude are also always positive. In other words, the Drude con-
tributions to the real and imaginary refractive indices have opposite signs and different
orders of magnitude.

3.2.2 Carrier-Induced Bandgap Narrowing (BGN) Effect

The presence of free carriers in a silicon sample modifies the band structure of the lattice
[Figure a)]. The free carriers renormalize the sample bandgap E, (Ref [05]), which,
in turn, modifies the complex refractive index via €jattice-

Physically, the change in band-to-band absorption coefficient aprp stems from the
increase in available states for electron-hole pair generation for a fixed wavelength. Above
the indirect absorption edge Eq, the band-to-band absorption coefficient is such that[53]

aBTB X (h(uprobc - Eg)27 (310)

where h = h/(27), h being Planck constant. A narrowed bandgap induces therefore an
increased absorption coefficient [see Figure b)], i.e. an increased extinction coeffi-
cient. Given the Kramers-Kronig (KK) relationships[68] between n and k, it is easy to
understand that BGN also impacts n.

Though this contribution has been measured and studied in the literature [96, 61
106], no model exists to quantify it, even approximately. To explain mathematically the
BGN effect e.g. due to the presence of free electrons, the following equation should be
used

o\ 0B, on ok

ON “0E, OE,""
Two terms therefore need to be quantified. Attempts to quantify the first term, 0E4/ON,
can be found in the literature [95]. The second term, (On/0E4 + i0k/0E,), has, to the

(3.11)
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(a)

log(aprp) (b)
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Figure 3.1: (a) Schematic of the band structure of Si. The impact of BGN and BF effects are
indicated between brackets. E. is the lowest energy level of the conduction band and E, the highest
energy level of the valence band, the bandgap is B, = E. — E,. E? and E;’ are respectively the

electron and hole quasi-Fermi levels, the optical bandgap is E‘;ptical ~ B} — E;’. It is implicitly
assumed in this figure that the semiconductor is highly degenerated (E:} and E? are located in the

bands). (b) Impact of BGN on the variation in apr g with photon energy. ES is the bandgap energy
before BGN.

best of our knowledge, not been fully modeled. Since a simplistic theoretical approach
for modeling this term proves to overestimate the impact of BGN on n and k[14], we
believe the complexity of this issue falls out of the scope of our investigations.

As an alternative, we propose an approximate quantification technique based on
the comparison of experimental spectra measured respectively on doped and undoped
silicon. This study further needs the following three assumptions. First, though doping
not only impacts E, via the added free carriers (plasma- or carrier-induced BGN) but
also through the presence of dopant impurities (doping-induced BGN), we neglect the
latter. Second, we assume a linear BGN electrooptical effect, i.e. the n and k variations
due to BGN are proportional to the free carrier concentration. Finally, we assume
that the effect of BGN on the optical functions is independent from whether the BGN
is induced by electrons or holes. None of these three assumptions is actually valid but
they provide the framework for an approximate quantification of the BGN electrooptical
effect. We believe that the obtained order of magnitude of the effect is acceptable.

We focus our study on the experimental data of Ref. [125] and Ref. [§], where broad
spectra of n and k with a high density of data points are provided for undoped and
highly doped (Ndoping =~ 3 X 10%° ¢cm™?) silicon. This is ideal for KK transform needed
to study the electrorefractive BGN effect (see below). We compare in Figure a), (b),
(c) and (d) the experimental spectra of respectively the real part of €, i.e. e1 = R(€), the
imaginary part of €, i.e. e2 = S(€), n and k measured on lowly doped silicon and highly
doped silicon. The observed difference between the spectra at low and high doping is
due to the difference in free carrier concentrations, i.e. both to the Drude and BGN
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Figure 3.2: (a) Experimental e; spectra of respectively lowly doped (full line) and highly doped
(dashed line) silicon. (b) Experimental e spectra of respectively lowly doped (full line) and highly
doped (dashed line) silicon. (c¢) Experimental n spectra of respectively lowly doped (full line) and
highly doped (dashed line) silicon. (d) Experimental k spectra of respectively lowly doped (full line)
and highly doped (dashed line) silicon. (e) Spectra of the differences |Ak| (full line) and |An| (dashed
line) measured respectively on highly doped and lowly doped silicon. The dotted line represents the
spectrum of the BGN-induced variation Angpgn in n as obtained from KK transform. The interrupted
line shows the theoretical electrorefractive Drude effect [equation ] The vertical dotted line
indicates the energy of the TP probe laser (1.85 eV).

Figure e) shows the spectra of the differences in optical functions at high and

2The BF effect studied below will prove to be negligible
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3. THEORY OF PERTURBATION OF THE REFRACTIVE INDEX

low doping. Three quantities are to be discussed , i.e. the carrier-induced increase in
extinction coefficient |Ak|, the total carrier-induced reduction in refractive index | Anros|
and the BGN-induced increase in refractive index |[Angan|. First, it can be seen that,
though small, the variation Ak is not negligible. As mentioned earlier, the Drude effect
expects a negligible variation in k (at least an order of magnitude smaller than the
observed variation). In other words, the observed |Ak| is a BGN effect. In the particular
case of the TP probe laser, we have Ak = 0.00897. Second, the total variation Anrot
in refractive index, resulting from a combination of the Drude and BGN effects, can
also be observed in Figure e). Interestingly, these variations are in good agreement
with the Drude effect of equation in the energy below approximately 3 eV. This
indicates a dominant Drude effect. Finally, Figure e) also shows the increase in n due
to BGN. Though less direct, the Drude and BGN contributions to the total variation in
refractive index can indeed easily be separated. The ez spectra being free of any Drude
contribution (in the range of interest, i.e. the red and NIR range), they can be KK
transformed using the following formula

(E)

KK _ _ 2 T Bley ,

— E2

where P is the principal value of the integral and E is the photon energy[68]. The
obtained ¥ spectra are then equally free of any Drude contribution. The difference in
the resulting n spectra (i.e. R(/eXX + €2)) gives therefore the BGN-induced variation
Angpen in real refractive index. It can be seen that, around the energy of the TP probe
laser, though larger than Ak, Anpan is slightly less than one order of magnitude smaller
than the total variation in n. In the particular case of the TP probe laser, we obtain
Antor = —0.0654 and Angan = 0.0146.

Combining these results with the three assumptions mentioned above, we derive

%|BGN = g%haGN =5x%x10"% c¢m® (3.13a)
ok ok _
FNBoN = F5lBan =3 x 10 3 em?, (3.13b)

for the probe laser of TP.

Hence, following this approach, the electrorefractive BGN effect is smaller than the
electrorefractive Drude effect [equations and ] It further has opposite sign,
reducing the total impact of the carrier upon the real refractive index. We will see in
Chapter [6} however, that a reduced impact of the free carriers is to be rejected. Based
on our experimental data, we will indeed conclude that the electrorefractive effect is
underestimated. For this reason, we neglect this contribution in the rest of this thesis.

The electroabsorptive BGN effect has no Drude counterpart and should therefore
be included in our theory. However, it is about one order of magnitude smaller than
the Drude electrorefractive effect and can consequently be considered as a second-order
effect. Though we do not include this effect in our main theory, we still look for traces
of this effect in Appendix The final conclusions of these investigations are that it
is never observed on ultra-shallow junctions.
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3.2.3 Burstein Shift or Band-Filling (BF) Effect

Similar to the BGN effect, when free carriers are present in a silicon sample, the optical
bandgap also suffers from modifications due to BF [Figure a)]. Free electrons indeed
fill the energy states at the bottom of the conduction band, making them no longer
available for absorption by a valence electron. Free holes empty the energy states at the
top of the valence band, leading to similar reduction in absorption coefficient. In sum-
mary, free carriers widen the optical bandgap, which in turn diminishes the absorption
coefficient.

However, we do not expect any Burstein shift in our experiments. This effect is
indeed only effective when a carrier density is reached such that the carrier distributions
are degenerate. It is usually assumed that this occurs when the electron (resp. hole)
quasi-Fermi level lies 4ky T above (resp. below) the bottom of the conduction band
(resp. the top of the valence band), k, being Boltzmann’s constant and T the lattice
temperature. In Si at 300K, this corresponds respectively to an electron concentration
of 1.7 x 10?° cm ™3 and a hole concentration of 6.4 x 10' cm™2. These concentrations
are hardly ever reached in our experiments. Besides, even in cases of higher carrier
densities, only enhanced absorption is observed [96} [61], [106] 58], i.e. BGN-induced
variations in refractive index seem to dominate in silicon. This is confirmed by the
experimental spectra shown in Figure [3:2] This effect is therefore neglected in this
work. It is, however, important to keep this effect in mind in the case of small effective
mass semiconductors (such as InSb), where this effect can be considerable[21].

3.2.4 Pockels, Kerr and Franz-Keldysh Effects

The Pockels and Kerr effects are respectively first- and second-order electrorefractive
effects due to the presence of an electric field[106], [53]. The Franz-Keldysh effect ac-
counts for electroabsorption due to the presence of an electric field[I06} [123] (enhanced
band-to-band absorption under high electric field due to band bending). These effects
impact €jattice- A very thorough investigation of these phenomena has been conducted by
Aspnes|9]. These effects can be taken advantage of in order to quantify the electric field
at the junction between two semiconductors[I18] or at the surface of a semiconductor
sample[127].

In the case of TP, these three effects can be neglected for two reasons. First, they
are significant only at wavelengths very close to the (direct or indirect) bandgap of the
studied semiconductor 106} [I0I]. Second, for reflection to be sensitive to an electric field,
the in-depth extension of the electric field needs to be of the order of the wavelength.
The Debye length, giving the screening length of an electric field by free carriers in
density Ny is [107]

LDebye = \/(Elattice50ka)/(q2Nq)7 (314)

where k;, is Boltzmann constant. In a TP experiment, the involved carrier concentrations
are at least =~ 10'® cm ™3, the extension of any electric field is therefore only a couple of
nanometers. In summary, due to the high carrier concentrations present in the sample,
an electric field E (z,y, z,t) generates a very local peak of refractive index perturbation,
which induces negligible perturbation of the reflectance. The Pockels, Kerr and Franz-
Keldysh effects are therefore not considered in the rest of this thesis.
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3.3 Thermooptical Effects

In all generality, a variation in sample temperature modifies the complex refractive index
via both €jattice and é,. However, the variations in €, have been demonstrated to be
negligible in the considered wavelength range (Section. The temperature therefore
only impacts the complex refractive index through €attice. These variations stem mostly
from the thermally induced BGN and partly from thermal expansion[55].

To model the total thermooptical effects, we use a fitting of experimental data[62].
This fitting shows that the thermoabsorption is negligible with respect to thermorefrac-
tion and that thermorefractive effect is linear, i.e.

o
aT

where the value is given for the probe laser of TP.

=6=371x10""K ", (3.15)

Very importantly for the rest of this work, we would like to underline the fact that
the thermorefractive and electrorefractive effects have opposite signs [equations Vs
(3-15)], i.e. an increased carrier concentration reduces the real refractive index while an
increased temperature raises the real refractive index. This competing behavior proves
to be dominated by the electrorefractive effect in most cases studied in this work. Using
equation and , it is easy to demonstrate that the thermorefractive effect
indeed only becomes dominant when AT(K) > 107" AN (cm™?) if we assume equal
free electron and hole concentrations (AN). We will see in Chapter |§| that the latter
situation is never observed on the DC reflectance (free carriers due to active doping
always dominate). We will, however, see that the thermorefractive effect dominates
the AC reflectance in the case of highly doped substrates (active doping > 5 x 10*°
cm ™). This will lead to a very interesting behavior of the AC reflectance when the
electrorefractive and thermorefractive effects are commensurate (active doping ~ 10%°
cm™?). Similarly, the AC reflectance on highly damaged samples, e.g. implantation
profiles before annealing, is also dominated by the thermorefractive effect|8T, [80, O3]
103}, [16] 23 [48] [49] [1T5]. This last case is, however, not the focus of this work.

3.4 Summary

In summary, for TP, the electrooptical and thermooptical effects in silicon can be sum-

marized by adding formulas (3.9) and (3.15)), i.e.

on on on 1 1
BANAN —+ WAP + a—TAT = —5m6 AN — Bm—hAP + 0AT. (3.16)
As highlighted by equation , only real variations in refractive index are expected.
Furthermore, the variations due to an increase in free carrier concentration or tempera-
ture have opposite signs.

Formula is in agreement with the commonly used optical model for PMOR[38]
120]. It has, however, to be kept in mind that formula assumes negligible impact
of BGN on the complex refractive index. This is discussed in more detail in Appendix
[A76] where we look for traces of the BGN effect in our experimental data.

An = An =
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Chapter 4

Theory of Carrier and Heat
Transport in Homogeneously
Doped Silicon

In this Chapter, we assume that a supra-bandgap modulated pump laser and a supra-
bandgap constant probe laser shine on a homogeneously doped silicon sample with re-
spective irradiances pump (2, y, t) and Hprobe(x, y) such that

1'2 4 y2)
Rump

2 2
4y 1 1

R )[5 + 3 cos(wt)]

2 2
%%tjp )[% + iexp(iwt) + iexp(fiwt)] (4.1)
3:2 +y2
R2

probe

Hpump (5 Y5 t) = Ppump(t) exp(—

= Pgump exp(—

0
= Ppurn]) eXp(f

Hprobﬁ(x7 y) = Pgrobe exp(— )7 (42)

where Ppump(t) is the time-dependent pump irradiance at position (x,y) = (0,0), Pump

(resp. Pgrobe) is the peak value of the pump (resp. probe) irradiance, Rpump (resp.
Rprobe) is the pump (resp. probe) radius and w is the angular modulation frequency of
the pump laser irradiance.

As aresult, a free electron distribution N (z,v, 2, t), a free hole distribution P(z,y, 2, t)
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and a temperature distribution T'(x,y, z,t) are generated in the sample such that

N(iB, Y, 2, t) :Ndoping + AN({E, Y, 2, t)
=Ndoping + ANo(2,y, 2) + [AN1 (2, y, 2) exp(iwt) + ANT (2, y, 2) exp(—iwt)]

dc fundamental
+oo
+ > [AN;(2,y, 2) exp(ijwt) + AN; (x,y, 2) exp(—ijwt)] (4.3)
j=2

jth harmonic
P(z,y, z,t) =Paoping + AP(z,vy, z,t)
=Ploping + APy (x,y, 2) + [AP1(z,y, 2) exp(iwt) + AP{ (z,y, z) exp(—iwt)]

dc fundamental
+oo
+ Z [AP]'(Z', y, z) exp(ijwt) + AP; (z,y,2) exp(—ijwt)] (4.4)
j=2

jth harmonic

T(x,y,z,t) =To + ATo(z,y, 2) + [ATi(z,y, 2) exp(iwt) + ATy (z,y, z) exp(—iwt)]

dc fundamental
“+oo
+ > [ATy(x,y, 2) exp(ijwt) + AT (z,y, 2) exp(—ijwt)] , (4.5)
j=2

7t harmonic

where Naoping (resp. Paoping) and AN (z,y, z,t) (resp. AP(z,y,z,t)) are respectively
the electron (resp. hole) concentrations due to the homogeneous doping of the sample
and due to optical injection. Ty is the environment temperature during the experi-
ment, i.e. room temperature (300 K). ANy(z,y, 2), APy(z,y,z) and ATy(z,y,z) are
the time-independent components of the laser-induced perturbations respectively of the
free electron distribution, of the free hole distribution and of the temperature distri-
bution. ANi(z,y,z), APi(z,y,z) and ATi(z,y,z) are the fundamental modes of the
laser-induced perturbations respectively of the free electron distribution, of the free
hole distribution and of the temperature distribution. AN;(z,y,z), AP;(z,y,z) and
ATj(z,y,z) are the 4*® Fourier coefficients of the laser-induced perturbations respec-
tively of the free electron distribution, of the free hole distribution and of the tempera-
ture distribution. ANY, AP} and AT} (j = 1,2,...) are the complex conjugates of 4th
Fourier coefficients of respectively the electron, hole and temperature distributions.

At this point, we believe it is a good opportunity to make the following remark
concerning the use of complex notations in this thesis. Both the optical model and the
transport model involve a modulation and, hence, benefit from the convenient use of
a complex notation. First, due to the modulation of the electromagnetic field at the
optical frequency of the probe laser, the optical model uses a complex refractive index
[equation , Second, the transport model includes the modulation of the pump irra-
diance [equation } The pump-generated excess carriers and temperature therefore
also are written as complex numbers [equations , and } Obviously, these
two complex notations should not be confused or intermixed. Luckily, the ambiguity
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can be eliminated. Indeed, the final equations of the optical model [formulas ,
217), 2-25), (2-31) and (3.16)] are purely real. As of this Chapter, the only complex
notation is therefore related to the time variations in the excess carrier concentration
and temperature at the modulation frequency of the pump power. This explains why
the free electron, free hole and temperature distributions are written as real numbers
in Chapter [3] and as complex numbers in the present Chapter. The two notations are
obviously equivalen

In this Chapter, we would like to calculate the various components of the free elec-
tron, free hole and temperature distributions [equations , and (£.5)] generated
by the pump and probe irradiances [equations (4.1)) and (4.2))] irradiances. In particular,
in Section [4.1] we introduce the thermodynamic model of carrier and heat transport.
In Section [£I.1] we show that it is possible to simplify the carrier transport equations
into one single equation, namely the generalized ambipolar diffusion equation for the
carrier transport. Similarly, in Section [£.1.2] we simplify the heat transport problem. In
Section [£:1.3] we then study the equations which need to be solved to derive the various
harmonics of the electron, hole and temperature distributions. Unlike in the previous
Chapters, the here considered perturbations of the electron and hole concentrations can
be large compared to their equilibrium values. We show that this implies frequency
mixing, i.e. coupled equations. An in-depth discussion of the time-dependent transport
equations is therefore needed. Section [£.2]is then dedicated to the study and discussion
of the solutions of the derived carrier and heat transport equations.

Note that, though this Chapter focuses on homogeneously doped Si, the derived
results and understanding are of the highest importance for the next Chapter, where the
carrier and heat transport theory is studied in non-homogeneously doped Si. Chapter
will indeed show that, when a doped layer is present at the surface of a silicon sample, the
excess carrier and temperature distributions can easily be derived from the distributions
found in a homogeneously doped sample, as studied in the present Chapter.

4.1 Thermodynamic Model

The thermodynamic model is an extension of the drift-diffusion model including the
thermoelectric effects, i.e. the interactions between temperature and carriers. These
effects have hardly ever been discussed in the framework of PMOR. Wagner[122] incor-
porated these effects a posteriori in his model to show that they should be negligible.
Opsal[82] also studied the effect of thermodiffusion of carriers (similar to a Seebeck ef-
fect) but only considered constant thermodiffusion coefficients. We, however, take these
thermoelectric effects into account a priori and then show consistently when they are
negligible. We also include the bandgap narrowing quasi-drift.

In this work, we make use of the model introduced by Kells (Section 2.3 of Ref.
[63]). More particularly, we use the simplified model derived in Section 2.3.6 of the same
reference [63], where it is assumed that electrons and holes are in thermal equilibrium
with the lattice (electron temperature T, hole temperature T, and lattice temperature

IThe required equivalence justifies the use of the half-amplitudes in equations (3.1)), (3.2)

and
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T are equal). This assumption is acceptable for silicon if the investigated time scale is
not shorter than a few picoseconds, i.e. the thermalization time of hot carriers[I08§].

In the thermodynamic model, the carrier transport equations, i.e. Poisson’s equation
and the electron and hole continuity equations, are written in their usual form as

766051attice~6¢ :(I(P - N + N;r - N(;) (46&)
ON 1= -
— . n —_ 4.
5 qVJ + G — Rec (4.6b)
oP 1= -
Fi gv.Jp + G — Rec, (4.6¢)

where 1 is the electrostatic potential linked to the total electric field E by the following
relationship

E = -V, (4.7)

N ;‘ and N, are respectively the ionized donor and acceptor concentrations. G is the
total carrier generation term, Rec is the carrier recombination rate. J,, and j;; are respec-
tively the electron and hole current densities. In our model, these currents respectively
read

Jr = —qun NV + qDnV N + kppin NVT — 1 NV (4.8a)
—_———— —— — —— ——
Jdrife Jdiffusion JSeebeck JBGN
Ty =~y PV — gDV P — ki PVT — 1, PV (x + ) (4.8b)
(S O S S —
Jarife Jditfusion JSeebeck JBGN

where pn, and p, are the electron and hole mobilities respectively, D,, and D,, are respec-
tively the electron and hole diffusivities and x is the electron affinity of the considered
semiconductor.

Both the electron and hole currents proposed in formulas (4.8) contain four compo-
nents. First, the usual drift contribution fidrif“ (i = n or p) accounts for the movements
of charge under an applied electric field (not considered here) and internal electric fields.
Two examples of such internal fields are of importance in this work. The Dember elec-
tric field generated by moving distributions of charges with opposite signs is studied
in Section [f.I.1] The built-in electric field of a diode is discussed in Chapter The
second current contribution is the diffusion component Jiffusion (i = n or p), which
accounts for the displacement of charges towards regions of low concentration. Third,
the thermodynamic model adds a current term J_iseebe':k (i = n or p) proportional to
the temperature gradient to embody the Seebeck effect. Finally, we have also included
the BGN quasi-drift currents[98], [74] jZB GN to account for the drift of electrons under
gradients of affinity and the drift of holes under gradients of both affinity and bandgap.
It has indeed been shown that the BGN quasi-drift currents are needed to model PMOR
correctly[41]. We show in Section that this BGN-induced drift acts as a counter-
diffusive term.
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In the thermodynamic model, the heat transport equation reads

oT B
pcpa :k’thVQT + (thump - Eg)G+ [Ef — E? + qT(Pp — Pn)] Rec
—

G?}izrcct Grccombination
|2 ) - 0P, = OP, = 7,.0Pn - 0P, =
— =T | Jn. VN + J,. =2VP =ryT
+ qun N + qupP ON e oP " oT Pror
G.t]ﬁulc Gf}(:ltier G’g‘}iﬂomson
(4.9)

where p is the density of Si, ¢, its heat capacitance, ki, is its thermal conductivity.
EY} and EJI? are respectively the electron and hole quasi-Fermi levels. P, and P, are
respectively the electron and hole thermoelectric powers (see Section .

The heat equation shows five heat generation terms. First, Gd‘mct is due to the fast
thermalization of hot carriers. Second, GEgeomPination g the heat released by carrier re-
combinations. Third, the Joule heating GJOule occurs whenever a current flows through
any electrically resistive material. Finally the fourth and fifth contributions represent
respectively the Peltier heating Gpemer7 arising whenever an electrical current crosses a
gradient of thermoelectric power, and the Thomson heating GE°™°" | which takes place
whenever an electrical current flows through a temperature gradient.

In the rest of this Section, we look at both the carrier and heat transport equations
above and simplify them in the specific case of TP. This leads to the generalized ambipolar
diffusion equation (Section and a simplified heat equation (Section . In
order to derive separate equations for the different Fourier coefficients of the carrier and
temperature distributions of equations (4.3| , . and (4.5)), we proceed with an in-depth
discussion of the time dependence of the coefficients appearing in the final equations in
Section[f:1.3] This will lead to our final steady-periodic model equations, i.e. a system of
four coupled nonlinear equations solving for ANy(z,y, z) [= APy(x,y, 2)], AN1(z,y, 2)
[: AP, ([E, Y, Z)]? ATO('Tv Y, Z) and ATy (‘T7 Y, Z)

4.1.1 Generalized Ambipolar Diffusion Equation

Rather than directly solving the heavy problem of the carrier transport equations
combined with the current equations , we would like to simplify it to a single
equation, namely the generalized ambipolar diffusion equation. To attain this objective,
the following four steps are needed.

The first simplification is the charge balance approximation (electrical neutrality).
This assumes that the laser-induced electron and hole distributions are equal everywhere
and at all times [i.e. AN(x,y, z,t) = AP(x,y, z,t)]. This obviously assumes no trapping
but, most of all, it also supposes that electrons and holes diffuse and drift at the same
speed, in spite of their different mobilities and, hence, diffusivities[I11]. This approx-
imation is realistic due to the presence of the internal Dember electric field which is
generated by separated electron and hole distributions[76]. As Poisson’s equation
shows, in a homogeneously doped silicon sample, any disparity (AP — AN) creates an
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internal field such that
VE=—L (AP-AN). (4.10)
€0€lattice
This field tends to slow electrons down and accelerate holes so as to keep their density
equal everywhere.

Since the internal field is created by the difference (AP — AN) itself, the electron
and hole densities cannot be exactly the same, i.e. the charge balance is only an ap-
proximation. It is, however, a good approximation if the disparity (AP — AN) needed
to create the field is small compared to the actual excess carrier densities AN and AP.
McKelvey showed that, in the isothermal case, the charge balance is a good approxima-
tion if the Debye length is much smaller than the carrier diffusion length (p. 331-332 of
Ref. [76]), which is always the case in Si (nm vs pm). In the non-isothermal case, one
needs to make sure that the internal field is also strong enough to counteract the natural
tendency of electrons and holes to separate via their Seebeck currents. We follow the
same reasoning as McKelvey did in the isothermal case. Assuming charge balance in the
current equations presented below, we can write the total current density

Jror = Jn + Jy = q(unN + ppP)E + (D" — Dy °")V(AN) + ki (unN — p, P)VT.

(4.11)
The internal field must be large enough so as to ensure that the total current density is
zero (no applied field), i.e.

0 N ko(pnN — ppP) &
F=—-————+"""*"V(AN) - ————*VT. 4.12
(HnN + ppP) (AN) q(un N + pp P) (#412)
Plugging this electric field into equation (4.10)) leads to
(Da%" =Dy %) s ko (pn N = ppP) Co q
-V (AN) - ————— V' T=——(AP - AN). (4.13
(n N + upP) (AN) q(pnN + pp P) 6061amce( )- )

For the sake of simplicity, the coefficients of the two gradients in the left hand-side of
equation ([4.13)) have been considered uniform. The relative difference between the excess
electron and hole concentrations can therefore be written

‘AP — AN| | €o€ratice (D97 — DIOT) V2(AN) . €oCtatticeky (1in N = p1y P) v2T
AN | q(pnN + ppP) AN @*(unN + ppP) AN
(4.14)

The first term of the right hand-side of equation (4.14]) corresponds to the term discussed
by McKelvey and has been checked to always be small in Si. The second term is also
small if, additionally,

€0€lattice kb |v2T|

q> AN

Assuming an excess temperature decaying exponentially with a characteristic length LY
(see Section [4.2)), the above expression becomes

<1, (4.15)

Lbevye [N — P| AT
(L2 AN T

< 1. (4.16)
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Owing to the thermal diffusion length being significantly longer than the Debye length
in TP (pm vs nm), the condition of equation is always verified (< 10™* even in
the worst case of highly doped substrates). In other words, the concentration disparity
(AP — AN) needed to create the internal field is much smaller than the concentrations
AP and AN themselves, which ensures that charge balance is a good approximation
even in the non-isothermal situation studied in this work.

Second, we assume that the BGN currents are only due to the generated free carriers.
This is obviously valid in a homogeneously doped semiconductor sample. In this case,
following Ref. [I17] and Ref. [126], Vx = Ox/O(AN)V(AN) and V(x + E,) = d(x +
E,)/8(AN)V(AN), and the current equations (4.8)) can be rewritten

Jn = —qua NV + ¢DECTV N + kypin NVT (4.17a)
Jp = —qupPVp — ¢DF TNV P — kypu, PVT, (4.17b)
with the total diffusivities
N ox
proT _ p Hn 4.1
n . AN (4.18a)
DBGN
Py 0(x + Eqg) Py |0(x + Eq)
proT _ p Hp 9) _ _1Hr g 4.1
P pt O(AN) e TN (4.18b)
DEGN

The two derivatives in equations can be expressed using e.g. Schenk’s BGN
model|94]. BGN quasi-electric fields act therefore as counter-diffusive terms. The in-
volved additional terms DZSN and Df GN are indeed always negative, hence reducing
the total carrier diffusivities.

Third, we add together equations (4.6b)) and (4.6c|) respectively multiplied by the
hole conductivity qu, P and electron conductivity gu, N, using the definition equations

(4.3), (4.4) and the current equations (4.17)). This gives the crucial generalized ambipolar
diffusion equation

82—?[ = 1aV(AN).V¢ + Do V?(AN) + G — Rec
ko pinpip(N 4+ P) & S Ko 26npp NP o
= T ZJV(AN).VT + — PP, 4.19
q pnN +ppP (AN) q pnN + ppP (4.19)
where
ntip(N — P
= P (4.202)
n P
TOT TOoT
D, = HofDn Ni“”ﬁDP , (4.20b)
Hn Hp

are respectively the ambipolar mobility and ambipolar diffusivity. It has been assumed
that V(D;VAN) = D;V?(AN) (i = n or p) since the variations in carrier diffusivities

51



4. THEORY OF CARRIER AND HEAT TRANSPORT IN
HOMOGENEOUSLY DOPED SILICON

are much smoother than the variations in carrier concentrations (see e.g. Figure 4.15 of
Ref. [36]). Equation contains all the carrier transport information needed for the
understanding of a PMOR measurement, not only for silicon but also for other materials
where electrothermal ambipolar motion of electrons and holes is allowed.

The fourth and final simplification consists in neglecting three of the terms in formula
@19).

First, we neglect the first (drift) term of the right-hand side of equation (£.19).
McKelvey shows that the drift effect related to the internal field is considerably smaller
than diffusive effects in the isothermal case. In the non-isothermal case, we must check
that similar conclusions can be reached about the internal field given by equation .
We must have

= (Dr%" = D" o ko(pnN — 1y P) o 2
oV(AN). | ——— LV (AN)+ ————— L 2VT|| < |D.V°(AN)| .
HaV(AN) [ (nN + ppP) (AN) q(unN + ppP) | (am)

(4.21)

This is verified if we have simultaneously

(1N + i P) (N + P)
AN« [l G (4.22)
and
Ly | (paN + ppP) (N + P)

AT| < T=4 1222 £ ’ . 4.23
AT ST | (0N = i P) (P =) (429

The derivation of equations and assumes Boltzmann statistics and expo-
nentially decaying carrier and temperature distributions with respective decay lengths
le and LY (see e.g. Section . As checked by McKelvey (p. 330 of Ref. [76]), the
first condition is always verified in Si. The second condition is valid, owing to the small
magnitude of the temperature perturbations (less than one percent of 7). We show in
Section [£:2] that this is indeed always the case for a silicon substrate in the irradiance
range of TP. For other highly absorptive materials like Ge, however, this term may be
expected to be significant.

Second, we neglect the last two (Seebeck) terms of the right-hand side of equation
, respectively proportional to the gradient VT and laplacian V2T of the excess
temperature. Let us assume that electrons and holes have equal mobility p and equal
diffusivity D = k,Tp/q. In this case, we have for the VT term

kb pinpip(N + P)
g HnN + ppP

V(AN).VT = %N(ANWT ~ Dﬁ(AN).g. (4.24)
Once again, the small magnitude (< 1%) of the considered temperature perturbations
renders this term negligible compared to the diffusive term.

Finally, for the V2T term, similar reasoning could be used so as to show that it is
usually negligible. However, this conclusion can be reached in a more elegant way. Using
the time-independent heat equation (see e.g. Section , one can show that

(hVpump — Ey)

VT = -
ktn

G— &Rec. (4.25)
Ktn
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Assuming equal mobility and diffusivity for both types of carriers, we can therefore
deduce that

kb 2pnpipNP o 2 D(hvpump — Ey) DE,
— - G — Rec|. (4.26
q pnN + ppP 1/P+1/N ki T ko T ( )
N— — ——
~10—21 c¢m? ~10—21 c¢m?3

In other words, this term reduces the carrier generation and enhances the carrier re-
combinations. In the case of silicon, however, it is smaller than 10% of the carrier
recombination and generation rates if the total electron or hole concentration is lower
than roughly 10%° cm~3. Tt is therefore neglected in this work. This term in V27 should,
however, be taken into account at very high doping or injection of in the case of a poor
thermal conductor. These results are in agreement with the conclusions of Ref.[122],
which confirms that the Seebeck effect is experimentally never observed and therefore
negligible compared to the diffusive term and the recombination/generation rates.

4.1.2 Heat Equation

As already mentioned, our main assumption concerning the energy transport is the
equality of the carrier and lattice temperatures. As a consequence, the problem is
summed up by a heat equation with five generation terms [equation ]

The first heat generation term is the direct heating (hot-carrier thermalization). This
contribution occurs before any carrier transport and reads

G?}?ea = (hvpump — Ey)G, (4.27)

where empty bands are assumed. This term is not included in Kells’s model since Kells
considers that the carriers are constantly in thermal equilibrium with the lattice. This
is obviously not possible in the case of optical generation since the carriers are initially
generated with (hvpump — Eg) energy in excess to the bandgap. This excess energy is
directly (after a few picoseconds[I08]) released to the lattice, explaining the presence of
this extra term. This term is usually not included in commercial numerical simulation
software packages, which makes their use impossible when studying PMOR. This is the
main reason for which a dedicated numerical simulation code has been developed|37]
(FSEM). Note that, in theory, the direct heating also includes a contribution due to
free-carrier absorption. This effect is, however, considerably smaller than the hot-carrier
thermalization effect and is therefore neglected[36].
Further, the second generation term is the recombination heat

Gizcombination _ [E? _ E;lz 4 qT(Pp _ Pn)] Rec, (4.28)

where the electron and hole thermoelectric powers assuming Boltzmann statistics are
respectively[63] P, = —ky/q[5/2 — In(N/N.)| and P, = ky/q[5/2 — In(P/N,)] with N,
and N, the effective densities of state of respectively the conduction and valence bands.
Injecting these formulas into gives

Giicombination — (Eg 4 5ka)ReC. (429)
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Using Boltzmann statistics in the definition of the thermoelectric powers has implicitly
modified the impact of band-filling by the excess carriers. As mentioned for the direct
heating, we consider empty bands when it comes to heat generation. As the 5k,T term
of formula is related to band-filling, it has to be ignored. Further, we observe
below that this term needs to be neglected for the sake of energy conservation. This is
consistent with the usual modeling[38] [122].

The next three generation terms are usually not taken into account and are all
proportional to a power of the currents. It is easy to show that they all are negligible at
room temperature. Using the one-dimensional linear model which will be developed in
Section assuming low-frequency diffusive currents (i.e. J, = —Jp = —q/Da/TAN
where 7 is the carrier recombination lifetime) and equal hole and electron mobilities, one
finds that

Joule |jn|2 |J_;7|2 AN AP
= < —_— < .
|G G N + P | = kT ~ TP Rec < (2kyT)Rec (4.30a)
|GEeter) = | -1 (Lg};‘ VN + J},.%ﬁp) ’ <kT (ATN + %) Rec < (2ksT)Rec
(4.30b)
Thomson T 8Pn = 7 aPp = NP Da
= |- e —— — < _— ,
|G | T (J T VT +Jp a7 VT || < |kAT |in NN 2D, T Rec
(4.30c)

where w is the pump angular modulation frequency. At room temperature, these three
heat generation terms account therefore for only a few percent of the recombination heat
and can therefore be neglected.

Note that the total energy of the system is conserved. The sum of the direct heat-
ing and recombination contributions integrated over the sample volume is equal to the
incoming optical (non-reflected) energy. Kells shows that conservation of energy is also
ensured in a more general case[63)].

4.1.3 Steady-Periodic Model Equations

In summary, based on the considerations of Sections and [£1.2] the simplified
coupled system of equations to be solved is the following

agtN - =D V*(AN) + GP"™P 4 GP™"° — Rec (4.31a)

oT 2
cp—— =kin VT
PCp 8t th
+ (hpump — Eq)G™"™ + (hprobe — Eq)GP™"° + E4Rec, (4.31b)
where GPY™P and GP™P® are the carrier generation rates respectively due to the pump
and the probe lasers.
Since we are dealing with modulated distributions of the carrier concentration and the

temperature [equations (4.3]) to (4.5)], it is convenient to write directly the equations for
the different harmonics of these distributions. Plugging equations (4.3)) into equations
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(4.31a) and relying on the orthogonality of the exponential functions, we obtain the
following steady(-periodic) equations to be solved for the different Fourier coefficients of
the carrier concentration and temperature

JiwAN; =[DaVZ(AN)]; + G2 4+ GPP — Rec; (4.32a)
JiwAT; =[D, V> (AT)];
+1/(p65) { [(Wpump = Eg)GP*™]; + [(Wprobe — Eg)G™*]; + [EyRec] }
(4.32b)
for j=0,1,2,3,...,
where Dy, = kun/(pcp) is the sample thermal diffusivity. In the ambipolar diffusion
equations (4.32a)), we have assumed the following Fourier expansions respectively of the

carrier generation rate G'®°'(¢) (laser=probe or pump), of the carrier diffusion rate
[DoV2(AN)](t) and of the carrier recombination rate Rec(t)

Glaser (t) _ G%)aser

“+oo
+ ) (G exp(ijwt) + (GF*)" exp(—ijwt)] (4.33a)

Jj=1

[DaV*(AN)](t) = [DaV*(AN)]o

“+oo
+ Z {[DaV*(AN)]; exp(ijwt) + [DaV(AN)]} exp(—ijwt) } (4.33b)
Rec(t) = Reco

“+oo
+ Z[Recj exp(ijwt) + Recj exp(—ijwt)]. (4.33¢)

Jj=1

Similarly, in the heat equations (4.32b)), we have assumed the following Fourier expan-
sions respectively of the direct heating [(htiaser — Eg)Glaser](t) (laser=probe or pump),
of the recombination heat [E,Rec](t) and of the heat diffusion rate [D, V(AT)]()

[(Whaser = E)G™)(8) = [(Whases — Ey)G™*]o
+oo

+ Z {[(hmaser — Eg)Glaser]j exp(ijwt) + [(htaser — Eg)Glaser}; exp(—ijwt)} (4.34a)
j=1

[EgRec](t) = [EgRec]o

+oo
+ Z {[EyRec]; exp(ijwt) + [EgRec]} exp(—ijwt) } (4.34Db)
[Den V*(AT)](t) = [DinV* (AT)]o

+oo
+ Z {[DthVZ(AT)}j exp(ijwt) + [Den VZ(AT)]; exp(—ijwt)} . (4.34c)

j=1
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Equations (4.32]) together with equations (4.33)) and (4.34]) are the model equations

for the calculations of the Fourier coefficients of the carrier concentration and tempera-
ture. As such, we have an infinite system of coupled nonlinear equations to be solved.
However, as we show below, this system can be greatly simplified in the specific case of
TP on silicon.

The key to simplifying the problem lies in the evaluation of the efficiency of the
nonlinearity of our model equations to couple and to generate harmonics. The
efficiencies of all the nonlinear effects should therefore be examined. We start with
the nonlinear carrier generation rate in Section [f.I.3.1] and proceed with the nonlinear
carrier diffusion rate in Section FL1.3.21 The nonlinear carrier recombination rate is
then investigated in Section Though the heat equations are expected to
be linear, owing to the small magnitudes of the temperature perturbations, we briefly
discuss the heat generation rate in Section and the heat diffusion rate in Section
4.1.5.9l

As it turns out, we shall show that the harmonic-generation efficiency of these non-
linear effects is negligible in our study. Only four equations among will therefore
remain (ANy, ANi, ATy and ATy). These equations will, however, be coupled by all
the nonlinear effects and predominantly by the nonlinear diffusion and recombination
rates.

To prove these statements, we propose to take a case study. In theory, both the
cases of low and high carrier injections should be discussed. However, in case of low
injection, all coefficients of the system become independent from the excess carrier con-
centration. The system retrieving its linearity, the low-injection case is trivial and does
not need any further discussion. We therefore focus on the case of high carrier injec-
tion. More particularly, we consider the typical example of a lowly doped p-type silicon
sample (Paoping = 1015 cm73) illuminated by a supra-bandgap laser with the following
modulated irradiance

P()aser
Plaser (t) =l

plelser - Pl(;Ser -
2 + 5 exp(iwt) + 4 exp(—iwt). (4.35)

We suppose that only the constant and fundamental modes of the excess carrier distri-
bution are excited, i.e.

AN(z,y, z,t) =ANet(z, y, 2)[1 + cos(wt)]
=AN,et(z,y, 2)[1 + 0.5 exp(iwt) + 0.5 exp(—iwt)], (4.36)

with AN,e£(0,0,0) = 10*® ¢cm™3. The considered variation with time in carrier con-
centration is depicted in Figure both in the time domain [Figure a)] and in the
frequency domairEI [Figure b)].

Note, finally, that this study is focused on the behavior at position (z,y, z) = (0,0,0).
The spatial dependence is therefore not explicitly written in the rest of this study.

2Since we only deal with real distributions in this work, the negative frequencies are never
discussed or represented. They can of course be deduced by symmetry with respect to j =0
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Figure 4.1: (a) Time-domain representation of the considered example carrier concentration (black
curve) and of the various harmonics composing it (colored curves). (b) Frequency-domain repre-
sentation of the considered example carrier concentration. The Fourier coefficients corresponding to
negative frequencies can be deduced by symmetry with respect to j = 0.

4.1.3.1 Nonlinear Carrier Generation Rate

The optical carrier generation rateﬂ G of a supra-bandgap laser follows Beer’s law[69],
ie.
1 *+4° 1
G, 2,8) = Al (1 = o) Phaces () exp(— 5 ) exp(—ali52)/ (vtacer),

laser

(4.37)

where i3 is the band-to-band absorption coefficient of silicon at the optical frequency

Viaser Of the laser. Plaser(t) is the laser irradiance, Riaser is the radius of the gaussian
laser beam. Rigorously, Ry should actually be replaced by R in equation , i.e. the
perturbed reflectance (Chapter, but the small amplitude of the considered reflectance
perturbations can here be neglected.

The band-to-band absorption coefficient o255 is the most complex parameter of
equation . It has already been discussed in Section where we show that it
not only varies with the laser wavelength but also with the sample bandgap and therefore
carrier concentration. In other words, owing to the presence of a5 in equation ,
the optical carrier generation rate is nonlinear. To model this effect, we make use of

3The only carrier generation rate considered in our investigations is the optical generation
rate. We neglect the thermal generation of carriers in spite of the heating occuring under the
laser beams. This can be justified by the low excess temperatures considered in this study (see

Section and Ref. [71]).
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Schenk’s BGN model[94] and Smith’s band-to-band absorption model[I04]. The reason
for using Smith’s band-to-band absorption model is that, contrary to most models, the
bandgap energy appears directly in this model. It is therefore possible to account for
the variations in absorption coefficient with carrier-induced BGN. Note, however, that
the combination of these models tends to underestimate the band-to-band absorption
coefficient compared to experimental values[125 [8]. This is illustrated in Figure
where it is observed that the values of the bandgap needed to fit the experimental asrs
with Smith’s model are always smaller than expected from Schenk’s model. We will
come back to this in Chapter [6]

Qprp (Cmil)
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3]
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Figure 4.2: Variation in band-to-band absorption coefficient of Si with photon energy for undoped
and highly doped Si (3 x 10%° cme)A The black triangles and the crossed circles show experimental
absorption coefficients measured respectively on undoped and highly doped Si[125] [8]. The red and
blue curves are theoretical lines given by Smith’s band-to-band absorption model respectively for
Ey, = 1.0 eV and E; = 0.75 eV. The values of the bandgap Eg‘t used to fit the experimental data

with Smith’s model are lower than Schenk’s bandgap values E;Chcnk. The combination of Smith’s and
Schenk’s models therefore underestimates agTs.

Based on Schenk’s and Smith’s models, we would like to evaluate the coupling and
harmonic-generation efficiencies of the nonlinear carrier generation rate. In order to do
so, we first need to look at the time dependence of the bandgap and of the subsequent
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band-to-band absorption coefficient, i.e.

Eg(t) =Eq0
+oo
+ D _[Faj exp(ijet) + (Egg)” exp(—ijwt) (4.382)

lascrt _laser
apre(t) *O‘BTBO

+ Z[ag%eg exp(ijet) + (a5, )" exp(—ijwt)]. (4.38b)

To quantify each Fourier coefficient of equations and , we plug the excess
carrier concentration of equation (4 into Schenk’s BGN model and Smith’s absorption
model. We obtain the Fourier series of E, and o555 shown in Figures a) and b)
respectively. More specifically, these Figures show the values of the various Fourier
components normalized by their constant mode. From these Figures, it appears that
the constant mode of both the bandgap and the absorption coefficient is two to three
orders of magnitude larger than all the other Fourier components, i.e. E, and o355
hardly vary with time at all.
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Figure 4.3: (a) Normalized Fourier coefficients of the bangap when a harmonic carrier concentration
such as given by equation perturbs the bandgap of a sample with 10*® ecm ™3 p-type doping. The
normalization of the coefficients with the constant mode E o clearly highlights the dominance of the
latter. These results were obtained using Schenk’s BGN model[94]. (b) Subsequent normalized Fourier
coefficients of the band-to-band absorption coefficient agprg. The normalization of the coefficients with
the constant mode aBTB also shows that the latter dominates. These results were obtained using
Smith’s band-to band absorption model[104].

It is therefore a very good approximation to consider only the constant modes of the
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bandgap and absorption coefficient, which leads to the following Fourier expansion of
the carrier generation rate

Go =(1 = Ro)/ (Whaser) [a555, Plaser /2 + R( T8, Plice/2)

~(1 = Ro)/(haser ) (0575, Plaser /2) (4.39a)
Gr =(1 = Ro)/(M1aser) (0BT, Plaser /4 + BTS, Plaser /2 + Q5TH, Phaser/4)

~(1 = Ro)/(W1aser ) (BT, Plaser/4) (4.39b)
Gj :<1—Ro)/( Viaser) (OBTH,_, Plaser/4 + 0BT, Plaser/2 + OBTH, 1, Plaser/4)

~0 for j = 2,3,. (4.39¢)

These Fourier coefficients, normalized by their constant mode Gg, are shown in Fig-
ure @ where it is obvious that the Fourier expansion can be limited to its constant
and fundamental modes. In conclusion, the nonlinear carrier generation rate does not
generate any harmonic.

laser laser
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Figure 4.4: Normalized Fourier coefficients of the optical carrier generation when a laser with
irradiance such as given by equation shines on a sample with a harmonic carrier concentration
such as given by equation . In spite of its nonlinearity, the optical carrier generation rate only
presents a constant mode and a fundamental mode.

Besides, the nonlinear carrier generation rate induces very limited coupling since only
the knowledge of alg:}egg is necessary for the calculation of all components of the carrier
generation rate. It, however, has to be kept in mind that this calculation requires the
knowledge of all Fourier components of the carrier distribution. Though limited, this

coupling still needs to be taken into account.
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4.1.3.2 Nonlinear Carrier Diffusion Rate

The carrier diffusion rate D,VZAN presents a nonlinear behavior due to the dependence
of the ambipolar diffusivity D, on carrier concentration. The expression of the ambipolar
diffusivity can be derived from equations and complemented with the
Einstein relationships linking carrier mobilities and diffusivities, i.e.

E"—E,
kT Frp(=57)
— . Eiy—Ec Hn (440&)
Foap(=gr)
E,—EP
kT Fiy2(——%)
p — TiEvb*E? D (440b)
Foipo(—7)

where E. and E, are respectively the conduction band and the valence band edges, F /2
and F_, /5 are the Fermi integrals as defined in Ref.[98] [74]. To acount for the depen-
dence of the electron and hole mobilities upon the carrier concentration, we make use
of Klaassen’s model[64]. This model accurately accounts for the variations in mobility
both with doping and carrier injection and is therefore well suited for this study.

In summary, the dependence of the ambipolar diffusivity upon carrier concentration
is quite complex since the carrier concentration is involved at different levels of the
modeling of this transport parameter. It can be checked in Figure that for lowly
doped p- or n-type silicon substrates, our model of the ambipolar diffusivity nicely
follows the experimental behavior presented in Ref. [67]. Note, however, that the BGN-
dependence of the ambipolar diffusivity, embodied by DESN and DE &N has not been
accounted for in the theoretical curves shown in Figure [.5] We will come back to this
remark in Chapter [6]
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Figure 4.5: Variation in ambipolar diffusivity with carrier injection in lowly doped n- and p-type
Si. The theoretical lines are in excellent agreement with the experimental symbols of Ref. [67]. The
theoretical lines assume DECN = DEGN =0.
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Based on this model, we would like to investigate the coupling and harmonic-generation
efficiency of the nonlinear carrier diffusion rate. Let us first write the Fourier expansion
of the time-dependent electron mobility, hole mobility and ambipolar diffusivity, i.e.

pin (1) =pmo
—+o0
+ > [png exp(ijwt) + (ping) " exp(—ijwt)] (4.41a)
j=1
o (t) =ppo
—+o0
+ ) s explijwt) + (ups)" exp(—ijwt)] (4.41b)
j=1
Dy (t) =Dao
—+o0
+ ) [Daj exp(ijwt) + (Daj)" exp(—ijuwt)]. (4.41c)
j=1
The Fourier coefficients of these three expansions, normalized by their respective con-
stant modes, are shown in Figure for the specific case of our example carrier con-
centration given in equation . It is clearly observed that, for all three transport
parameters, though the constant mode dominates, the harmonics are not negligible.
Most importantly, the fundamental mode of D, is only about five times smaller than its
constant mode.
Taking these results into account, the Fourier coefficients of the diffusion rate of
equation can be written in the case of our example carrier concentration

[DaV*(AN)]o = DaoVZ(ANy) + 2R[D}1 VZ(ANY)] (4.42a)
[DaV*(AN)]1 = DaoVZ(AN1) + Da1 V2 (ANy) + DoV (ANT) (4.42b)
[DaV(AN)]j = Dugj—1yV>(AN1) + DoV (ANo) + Dygjs1y V2 (ANY) for j = 2,3, ...

(4.42¢)

The first term of each equation dominates but the other terms cannot be neglected.
This very important result shows that the nonlinear carrier diffusion rate acts as an
efficient frequency mixer (equation coupling). As can be observed in Figure showing
its normalized Fourier coefficients, however, the nonlinear carrier diffusion rate does not
generate harmonics.

4.1.3.3 Nonlinear Carrier Recombination Rate

In a semiconductor with an indirect bandgap like silicon, carriers can recombine via two
independent phenomena. First, carriers can recombine via a Shockley-Read-Hall (SRH)
mechanism[9§], i.e. via a defect level located in the bandgap. Second, an electron-hole
pair can recombine via Auger recombination, i.e. by scattering on a third free carrier.
Notice that radiative recombinations, a third recombination mechanism, also exists but
is very unlikely at room temperature [I19] and is therefore not discussed here. In other
words, the total recombination rate reads

Rec = Rec®™ 4 Rec"5", (4.43)
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Figure 4.6: (a) Normalized Fourier coefficients of the electron mobility p, when a harmonic carrier
concentration such as given by equation perturbs a sample with 10'® ¢cm ™2 p-type doping. (b)
Normalized Fourier coefficients of the hole mobility i, in the same conditions. (c) Normalized Fourier
coefficients of the subsequent ambipolar diffusivity D,. The normalization of the coefficients with the
constant mode Dg,o highlights that, though D,o dominates, the other Fourier coefficients of D, are
non negligible.

SRH Auger

where Rec is the SRH recombination rate and Rec is the Auger recombination

rate.

The SRH recombination mechanism involves a free electron and a free hole. It is
therefore easy to understand that the SRH recombination rate Recsgry is proportional to
the product of their concentrations. The SRH recombination can be shown to be[98] [36]

PN — nzz'Yn’Yp

ReCSRH _
Tp(N + nivn) + 7o (P + nivp)

(4.44)

where n; is the effective carrier density of silicon[63], v (resp. 7p) is the Fermi-Dirac
factor for electrons (resp. for holes)
F EY — E.| /(keT
o = D2 A [E = Be] (BT} (4.452)
exp { [Ef; - E] /(ka)}

T = ik { [E _ Eﬂ /(ka)} (4.45b)

exp { [Ev - Ejz] /(ka)} ’
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Figure 4.7: Normalized Fourier coefficients of the carrier diffusion rate when a harmonic carrier
concentration such as given by equation 1| perturbs a sample with 10'® cm =2 p-type doping. In

spite of its nonlinearity and the numerous harmonics of D,, the carrier diffusion rate only presents
significant constant and fundamental modes.

Tn (resp. Tp) is the concentration-dependent SRH lifetime of electrons (resp. holes), i.e.

0

.
T = n 4.46a
1+ (Ns + NJ)/Nsru (4.46a)

7_0
Tp = P (4.46b)

1+ (Na + N;)/Nsru’

where 7, (resp. 75) are the low-concentration SRH lifetime of electrons (resp. holes)
and Nsry is the so-called SRH doping concentration[98].

The Fourier expansion of the SRH recombination rate is readily derived assuming
our example carrier concentration of equation

A]Vref

Recg™ ~ —10 4.47
N () (470)
AN
Reci™t oy ——=ref (4.47b)
2(Tn + 7p)
RecJS-RH ~ 0 for j =2,3,.. (4.47¢)

after neglecting Pyoping, MiYn and n;y before the excess carrier concentratiorﬁ In other
words, the SRH recombination rate at high injection is linear and, therefore, generates

4See Appendix for a more general Fourier expansion of the SRH recombination rate
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no harmonics and no coupling. The Fourier expansion of the SRH recombinations is
shown of Figure [£.8]

SRH _ SRH
Rec; /Rec

e
(6}
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Figure 4.8: Normalized Fourier coefficients of the SRH recombination rate when a harmonic carrier

concentration such as given by equation (4.36) perturbs a sample with 10'® ¢cm ™3 p-type doping.
The SRH recombination rate proves to be linear at high injection, thus generating no harmonics and
inducing negligible coupling between the model equations.

The Auger recombination is a phenomenon which involves three charge carriers. It
is therefore easy to understand that the Auger recombination rate involves third powers
of the carrier concentrations. The Auger recombination rate indeed reads[98] [36]

Rec*"5" = C,N(PN — niv,7p) + CoP(PN — nvymvp), (4.48)

where C,, and C, are two constants[98].

Equation shows that Auger recombinations are a strongly nonlinear phe-
nomenon. It can therefore be expected that the Auger recombination rate generates
harmonics. Similar to SRH recombinations, we can directly write the analytical expres-
sion of all the Fourier coefficients of the Auger recombination rate. In the case of our
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example carrier concentration of equation (4.36)), these Fourier coefficients reacﬂ

Recy "7 = g(Cn + Cp) ANy (4.492)
RecAueer — %(On + C)ANS, (4.49b)
ReCZAuger = 2(071 -+ CP)ANrscf (4,49(:)
Recy "5 = %(Cn + Cp) AN (4.494)
Rec?uger =0 for j =4,5,.... (4.49¢)

The normalized Fourier coefficients are shown in Figure[d.9] As could have been expected
from the third-order polynomial form of equation (4.48), Auger recombinations generate
second and third harmonics.
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Figure 4.9: Normalized Fourier coefficients of the Auger recombination rate when a harmonic carrier
concentration such as given by equation perturbs a sample with 10'® ecm ™2 p-type doping. The
nonlinearity of the Auger recombination rate at high injection generates second and third harmonics
and coupling between the model equations.

In summary, while SRH recombinations turn out to be linear at high injection,
Auger recombinations are strongly nonlinear, hence inducing coupling and the creation
of harmonics. Though this statement is correct in the most general case, we here need
to remind one specificity of TP. The radii Riaser of the probe and pump lasers of TP are

5See Appendix for a more general Fourier decomposition of the Auger recombination
rate
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very small (0.5 pm), which strongly favors diffusion over recombinationsﬂ Consequently,
the carrier transport is diffusion-limited up to very high doping concentrations in Si. In
other words, though harmonics are indeed generated by Auger recombinations, their
magnitude and the coupling they involve are negligible. This is in agreement with

Figure [A-13] of Appendix [AT7-1]

4.1.3.4 Heat Generation Rate

The discussion of the heat generation rate is fairly simple. Though it is a linear ef-
fect, both the expressions of the direct heating and recombination heat still involve the
bandgap and could therefore generate harmonics. Further, Auger recombinations also
appear in the recombination heat. However, we have shown in Section that only
the constant mode Fy4o needs to be considered and that Auger generates negligible har-
monics in a diffusion-limited situation. In other words, the Fourier coefficients of the
direct heating and recombination heat can be written

[(haser = Eq)G™*Jo 2(1 = Ro)(Maser — Ego)/ (hiraser) (0575, Plaser /2)  (4.502)
[EgRec]o =E40Reco (4.50b)
[(hraser — Eg)Glascr]l ~(1 — Ro)(hthaser — gO)/(h’jlaser)(a?”srcéo Pl?iser/4) (4.50¢)
[E4Recli ®Eg 0Rect (4.50d)
[(hitaser — Eg)G"]; ~0 (4.50e)
[EgRec]; ~0 for j = 2,3,.... (4.50f)

In conclusion, the heat generation rate does not induce extra harmonics.

4.1.3.5 Heat Diffusion Rate

In Si, the heat conduction occurs via phonons and not carriers. In other words, the
heat conductivity ki is independent from the carrier concentration [20]. Further, the
low magnitude of the considered temperature perturbations allows us to neglect the
variations in k;, with temperature. As a consequence, the heat conductivity and, hence,
the heat diffusivity Dy, = kin/(pcp) are constant. In other words, the heat diffusion
rate is linear and does not need any further discussion.

4.1.4 Summary

Our case study has shown that our model equations can be strongly simplified.
Yet, the conditions of this case study have been chosen very close to the situations en-
countered during a TP experiment. The typical excess carrier concentration reached
during a TP experiment are indeed of the order of AN,s. All the conclusions of our
case study are therefore valid for TP. For the carrier equations, this has two critical

6As a rule of thumb, the relative importance of the diffusion effect over the Auger recom-
bination can be derived from the ratio DaAN/[RZ ., (Cn + Cp)AN?]. It can be checked that
for the Auger recombinations to be commensurate with the diffusion effect, the excess carrier
concentration has to be approximately 102° cm—3. This is two orders of magnitude higher than

all the excess carrier concentration involved in TP.
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implications. First, coupling between the carrier equations, albeit limited, exists mostly
due to the nonlinear diffusion rate and the nonlinear Auger recombinations. Second,
only the constant and fundamental modes of the carrier distribution need to be consid-
ered. Other harmonics are excited by the Auger recombinations but their magnitudes
are negligible since Auger is not a dominant phenomenon. For the heat equation, the
simplifications go even further. First, only the constant and fundamental modes are
excited. Second, no coupling exists between the heat equations for the constant and
fundamental modes.

Note that the addition of a second harmonic to our case-study excess carrier distri-
bution would have led to the same conclusions. This can be proven by contradic-
tion. The nonlinear generation rate indeed excites only the constant and fundamental
modes of the excess carrier distribution, independently from the assumed excess carrier
distribution. As a result, the consideration of a second harmonic commensurate with
the constant and fundamental modes would lead to the absurd situation of the exis-
tence of this large second harmonic without any physical phenomenon accounting for
its generation (the second harmonic generated by Auger recombinations is small in a
diffusion-limited regime).

In other words, the general equations to be solved for the carrier and heat transport
are the following

0 = DaoV>(ANo) + 2R[D}1 V?(AN1)] 4+ GE"™ 4+ GB™° — Reco (4.51a)

iwAN; = Do V(AN + Da1 V2 (ANo) + DoV (ANT) 4+ GP™™ — Recy (4.51b)
0= DthVQ(ATO) +1/(pep) [(hvpump — Ego) G5 + (AVprobe — EgO)Ggmbe + EgoReco]

(4.51c)

iWAT) = D, V(AT + 1/ (pcp) [(Mpump — Ego)GE™ + EgoReci], (4.51d)

with the carrier generation rates given by the following Beer’s law

2 2

T T T y T
e (@,y, 2) =afTpg (1 = BY™*)Porobe exp(—Zo3——) exp(—afg; 2)/ (prove)
probe
(4.52a)
Go"P (Y, 2) :a%TBI()](]‘ - Rg™™P) p2 2 exp(— R2 )eXp(*agTB%Z)/(thump)
pump
(4.52Db)
m m m POUII x2 + y2 m
G (2., 2) =ai (1 = BE™) 2222 (L0 (B0 2) (o)

pump

(4.52¢)

As already mentioned, in this thesis, we make use of Smith’s band-to-band absorption
model[I04] and Schenk’s BGN model[94] to calculate abien® and aprp, - The expressions
of Recg and Recy, calculated from equations (4.44]) and mgl), can be found in Appendix
As for Dqo, Da1 and Dgz2, they are calculated from equation (4.20b)) using equations
(4.18) and and Klaassen’s mobility model[64].

We propose to use a final assumption so as to further simplify the model equations.
In TP, the constant probe laser also shines on the sample, leading to a constant mode of
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the excess carrier distribution ANy somewhat larger than the fundamental mode |AN;|.
As a result, the terms 2R[D%; V?(AN1)] and D,2V*(AN{) can be neglected in first
order. Based on this simplification, it is interesting to note that the equation
can be written

1
V3 (ANy) = -5

[P + G — Reco). 49)

a0

In conclusion, the system (4.51]) can now be written

0 = DaoV>(ANo) + GE"™ 4 GP™P° — Reco (4.54a)
iWAN, = DagVA(ANY) — g‘“ (@B @B — Reco] +GT™™ — Recs (4.54b)
a0
0= DthVQ(ATO) +1/(pep) [(hvpump — Ego) G5 + (AVprobe — EgO)Ggmbe + EgoReco]
(4.54c)
iWwATy = Dy, V2(ATY) 4+ 1/(pcp)[(hpump — Eq0)GE™™ + EgoRec1], (4.54d)

where mainly the recombination terms Reco and Rec; as well as D, still couple the
carrier equations through their dependence upon the constant and fundamental modes of
the excess carrier distribution. Notice that, since D, is negative in most cases (Figure
4.6(c)), the term [fDal/Dao(Gg“mp + GP°P° — Recy)| acts as a positive generation
term, which will increase the fundamental mode of the excess carriers. This term is
usually forgotten in most transport models for PMOR. For example, this term explains
the difference between the steady-periodic and time-dependent calculations in [I1]. It
also explains the underestimation of the excess carriers in steady-periodic calculations
observed in pages 165-166 of Ref. [36]. As we shall prove, it accounts for about 10% of
the fundamental mode of the excess carriers at high injection.

Equations are our final model equations. In the next Sections, we look at the
solutions of these equations for TP.

4.2 Solutions

In this Section, we look at the solutions of equations , In order to build up our un-
derstanding of the behavior of these solutions, we propose to begin with simplified prob-
lems. In Section [f:2.1] we start by solving the one-dimensional linear problem when only
the pump laser is shining. In spite of its quantitative incongruity, this one-dimensional
solution offers qualitative understanding of the general behavior of the excess carriers
and temperature with useful analytical expressions. Second, in Section [£:2.2] the linear
problem is looked at on a three-dimensional sample. Since this problem can be solved
analytically, we first discuss the analytical solution. We then compare the results of
this analytical solution with numerical simulations run with FSEM[37] (Finite-element
solver for SEMiconductors), a numerical transport simulator. The numerical results
yielded by FSEM and the analytical solution will prove to be in excellent agreement.
This gives us the sufficient confidence to, eventually, rely on FSEM to solve numerically
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the complete nonlinear three-dimensional problem of equations (4.54), the solutions of
which are discussed in Section £.2.3]

All the solutions below are discussed specifically for the TP630XP tool, i.e.:

e a 790 nm (1.57 ¢V) pump laser with 13.5 mW power modulated at a frequency
w =1 MHz and focused onto a radius Rpump = 0.5 pm on the sample

e when relevant (i.e. for the nonlinear problem), a 670 nm (1.85 eV) probe laser
with 2.5 mW power focused onto a radius Rprobe = 0.5 pm on the sample.

4.2.1 One-Dimensional Linear Solution

To understand the physics underlying equations , let us start by solving the linear
problem of a pump laser shining at £ = 0 on a one-dimensional semi-infinite silicon
sample in the lateral direction. By linear problem, we mean that the recombination rate
is assumed to vary linearly with the excess carrier concentration, i.e. Rec; = AN;/7
(j = 0,1) where 7 is the carrier recombination lifetime. The linearity also implies that
the ambipolar diffusivity is assumed independent from excess carrier concentration. In
particular, we take D, = 8 cm?s™!, which is a typical value for a carrier injection of
10*® ¢cm™ in a lowly doped Si sample (Figure . Finally, as an implicit result of
the linearity, all coupling between the constant and fundamental modes of the carrier
concentration vanishes.

Since the problem only has one lateral dimension, we need to consider that all carriers
are generated at the surface, i.e. we need to integrate equations and
over depth and consider these generation rates as boundary conditions. Further, we
assume a pump laser with zero lateral extension (Rpump = 0). All the photon flux is
therefore concentrated at x = 0. Following equations and , this gives
respectively for the constant and fundamental modes of the surface carrier generation
rate G5 = (1 — RE"™)PPump/ (2hVpump) and GL*™P = GE*™P /2. In summary, we

need to solve the following four equations

O* AN, 1
e 0 _ L—QZANO =0 (4.55a)
p
2
9 aiiv L 62 AN, =0 (4.55b)
0’ATy  E, AN
= 4.
507t =0 (4.55¢)
O*AT E, AN
02 L 63 AT + ﬁ . L=, (4.55d)

where op; = /1 + iwT /Ly and oy, = (144)/ Ly, are respectively the wave vectors of the
excess carrier and temperature distributions, with Ly = v/ De7 and Ly, = /2Dy /w
their respective low-frequency diffusion lengths.

The following Neumann boundary conditions need to be considered at = 0 (under
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the pump beam)

D. 835 0 e (4.56a)
—D. 8351 . :Gg;‘mp (4.56b)
—ken 63;[0 =G (Wpump, — ) (4.56¢)
—kun ag;rl - =Gg;mp (hpump — Eg).- (4.56d)

As mentioned above, since we have surface absorption, the four non-homogeneous Neu-
mann boundary conditions contain the information about the pump carrier generation
and the direct heat generation.

Notice that the one-dimensional steady heat equation together with the
boundary condition (4.56¢) is an ill-posed problem. One-dimensional Laplace equa-
tions such as equatio only accept linear solutions, i.e. solutions of the type
ATy = Ax + B, where A and B are two constants. Yet, this type of solution is incom-
patible with our generation terms. For the same reason, the one-dimensional steady am-
bipolar diffusion equation is also problematic when the carrier lifetime becomes
increasingly long. In other words, this one-dimensional case study is not appropriate for
the steady equations. It is, however, very instructive when it comes to the solutions to
Helmholtz equations such as equations (4.55b)) and (4.55d|). We will therefore here only
study the case of the fundamental modes of the excess carrier and temperature distri-
butions. From the behavior of these distributions, however, we will derive the expected
(and confirmed in the next Sections) behavior of the constant modesﬂ

Solving equations (4.55b) and (4.55d)) with the boundary conditions (4.56b|) and
(4.56d)), the fundamental modes of the excess carrier and temperature distributions read

pump
AN =—0 — 4.
1(z) 3Daom exp(—opi) (4.57a)
GE"™P r(hy, — Ey)
AT _bo [ pump g _
1(x) T p— exp(—ohr)
E exp(—opx exp(—oh
+ s ( (Copz) _ expl-or )>] (4.57b)
Lpl(gth Upl) Opl Oth

All the qualitative physics concerning the fundamental modes of the excess carrier
and temperature distributions, i.e. the plasma and thermal waves, is contained in for-
mulas (4.57). It is clearly seen that both behave as damped waves or diffusion wave fields

"Physically, the difference between the equations for the constant and fundamental modes can
be understood from the mean of their respective generation terms. The mean of the harmonic
generation term is zero, which signifies that the equations for the fundamental modes of the
carriers and temperature do not need a sink term. Similarly, when the recombination lifetime is
short enough, the recombination term serves as sink term for equation , which explains
why the problem is well posed in the short lifetime regime. As for equation , it has no
sink term; the problem is therefore always ill-posed.
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(thoroughly described and studied in Ref. [69]), i.e. their lateral behavior shows an ex-
ponential decay superimposed with a harmonic behavior. As a consequence, throughout
this thesis, we use the following description for the lateral behavior of AN; and ATy

AN (z) = |AN; (z = 0)| exp(—igpii (z = 0)) exp(—z/L5.) exp(—2imz /AP (4.58a)
AT (z) = |ATi(z = 0)| exp(—iden1 (x = 0)) exp(—z/Ll}) exp(—2ima/AY"),  (4.58D)

where [AN;(z = 0)| [resp. |ATi(z = 0)]], ¢pur(z = 0) [resp. Guni(z = 0)], LA, (resp.
Ltd}{) and A’l’l (resp. A’ih) are respectively the four characteristics of the plasma (resp.
thermal) wave, i.e. its amplitude and phase under the pump beam, its lateral decay
length and its wavelength.

Figures a), (b), (c) and (d) respectively show the behavior as a function of the
inverse carrier recombination lifetime (1/7) of the amplitudes, decay lengths, phases and
wavelengths of the one-dimensional plasma and thermal waves of equations .The
sample is undoped Si, so that Ey is 1.12 eV, p=2.3 1073 kg.cm ™3, ¢,=700 J.kg” 'K~ ' and
ki,=1.3 W.cm 'K~!. Two different regimes can be identified. First, in the short-lifetime
regime, or recombination-limited regime (corresponding to highly doped or highly in-
jected Si), only the thermal wave shows a wave-like behavior. The plasma wave is a
decaying exponential (zero phase and infinite wavelength). Second, in the long-lifetime
regime, or diffusion-limited regime, the plasma and thermal waves have very similar
wave-like behaviors. The asymptotical behaviors of the presented parameters at short
and long lifetimes are also given in Figure [£.10]

Notice already that the orders of magnitude appearing in Figure are linked to
the one-dimensional character of this example and to the infinitely small pump radiuﬂ
As shown in the next examples, the amplitude of both the plasma and the thermal waves
is strongly reduced in a three-dimensional geometry with a laterally distributed pump
irradiance (about two to three orders of magnitude less). This can partly be attributed
to the extra two degrees of freedom for diffusion. As for the phase, it is closely related
to the type of absorption|22] (surface-restricted or not). It therefore also changes when
changing dimensionality. Finally, the diffusion lengths and wavelengths are also reduced
in a three-dimensional problem. However, the variations are less than one order of
magnitude.

8These solutions are actually Green functions, see next Section
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Figure 4.10: Variation with recombination lifetime in the one-dimensional plasma wave AN (full
lines) and thermal wave ATy (dashed lines), solutions of equations in the case of a TP pump
laser. (a) The amplitude and (c) phase under the beam (z = 0) as well as (b) the lateral decay length
and (d) lateral wavelength are derived from the analytical solutions expressed in formulas .
Interesting asymptotic behaviors are also shown. The vertical line corresponds to wr = 1, i.e. the
limit between the diffusion-limited regime (left, long lifetime) and the recombination-limited regime
(right, short lifetime).

The lateral behavior of the plasma and thermal waves of equations is of the
utmost importance in this work since it explains the final behavior of the AR,. offset
curves in Chapter @ For a better visualization of this lateral behavior, we therefore
represent respectively in Figure a) and (b) the normalized amplitude and the phase
of the one-dimensional plasma and thermal waves in the case of a long recombination
lifetime (7 = 107* s). The separate representation of the lateral behavior of the am-
plitude and phase of these damped waves in Figure a) and (b), which we call the
complex representation, is very convenient since it splits the damped wave into its damp-
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Figure 4.11: Complex and real representations of lateral behavior of the normalized plasma and

thermal waves for 7 = 1072 s. Complex representation: variation with the lateral position z in (a)
the normalized amplitude and (b) the phase of the plasma (full lines) and thermal (dashed lines)
waves. This representation separates the damping and wave-like behavior of each wave. (c) Real
representation: variation with the lateral position z in the (doubled) real values of the plasma (full
line) and thermal (dashed line) waves. The damping and wave-like behaviors are simultaneously shown
and therefore difficult to discriminate.

ing behavior (amplitude, decay length) and its wave-like behavior (phase, wavelength).
As highlighted in Figure a) and (b), the slopes of respectively the amplitude and
phase behavior give a direct access to respectively the decay length and the wavelength
of the damped waves. For this reason, this representation is widely used in this work.

For completeness, Figure ¢) shows the more common real representation of the
normalized plasma and thermal waves, i.e. the lateral behavior of 2R[AN:(z)/|AN1(z = 0)]]
and 2R[AT: (x)/|ATi(x = 0)|]. It can clearly be observed that the characteristics of both
damped waves become difficult to identify. As a consequence, this representation is not
used in this work.

As a final remark, note that, though only the fundamental modes of the excess carrier
and temperature distributions have been calculated in this Section, it can be intuitively
expected (and confirmed in the next Sections) that the constant modes ANy and ATy
present a similar behavior, except that they have zero phase and infinite wavelength (i.e.
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they are real). They are therefore written

ANo(z) = ANo(z = 0) exp(—z /L") (4.59a)
ATy(z) = ATo(x = 0) exp(—z /L), (4.59b)

where AN (z = 0) [resp. ATp(x = 0)] and L%, (resp. Lif}) are respectively the amplitude
and lateral decay length of the constant carrier (resp. temperature) distribution. Note
that the constant modes do not show a wave-like behavior. We will therefore, without
any ambiguity, often refer to the fundamental modes of the carrier and temperature
distributions as respectively the plasma and thermal waves. Equations and
are critical for the general understanding of the carrier and temperature distributions
and, as we shall see, of the AC reﬂectancdﬂ

9Tt is obvious that these definitions do not hold in all conditions. For instance, the thermal
wave of equation , even in the one-dimensional case, is the superposition of two damped
waves and therefore can only be rigorously written as equation when one of the two
is dominant. Similarly, when the pump irradiance distribution is not considered to be strictly
punctual, the exponential decay is perturbed (the curvature becomes positive under the pump
beam). However, these definitions still prove to be very convenient for the overall understanding
of the lateral behavior of plasma and thermal waves as well as of the AC reflectance.
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4.2.2 Three-Dimensional Linear Solution

Since the one-dimensional linear problem results in ill-posed steady equations and mis-
quantified fundamental modes, it is necessary to investigate the problem of a pump laser
shining on a three-dimensional sample. In other words, we want to solve the following
equations

1 1
V(ANy) — — ANy = ——GP"™P (4.60a)
L2 D, °
V2(ANY) — 024 AN; = _Dicg’ump (4.60D)
1 um AN
V(AT = _m[(hupunlp — B,)GRvmr 4 B, =0 (4.60c)
1 o AN
VHAT)) = 03 AT = =1 [(Wpump = Eg)GY"™ + B L) (4.60d)

where GE™™P and G}"™ follow respectively equations (£.52b) and ([£.52¢). Note that
the problem summarized in equations (4.60) and (4.61) has cylindrical symmetry around
the pump beam [situated at (x,y) = (0,0)]. Equations (4.60) are to be considered with
the following homogeneous Neumann boundary conditions at the top surface z =0

_D, 8?2\70 =0 (4.61a)
_D, agi\“ =0 (4.61b)
. angO =0 (4.61c)
. 3ng1 =0, (4.61d)
and at 7 = 0 (imposed by cylindrical coordinates)
—D, 8Aaiv 9 =0 (4.62a)
_Dp, agiv =0 (4.62b)
—kun angO =0 (4.62c)
—ken angl — (4.62d)

where r = /2 + y2.

This problem can be solved analytically. The analytical solution is derived in Sec-
tion [£:2.2.1] assuming a semi-infinite sample. The problem is also solved numerically in
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Section using the following extra boundary condition

OANy
—D, = 4.
9z |._p. 0 (4.63a)
OAN;
—D, = 4.
Rl 0 (4.63b)
AT =0 (4.63c)
z=L,
AT, =0, (4.63d)
z=L,

where L, is the total thickness of the sample.
We will see that the two, analytical and numerical, approaches are in excellent agree-
ment (< 1% error).

4.2.2.1 An Analytical Approach

The problem summarized in equations (4.60), (4.61)) and (4.62) can be solved by com-
bining the Green function[34] and Hankel transform[I9] theories. The derivation of
these analytical solutions is a three-step procedure. First, we seek the Green functions
gNo(r,r’ 2,2, N (r 1 2, 2)), gTo(r, ', 2,2') and g™ (r,r', 2, 2") of equations ,
(4.60b), (4.60c) and (4.60d) respectively, i.e their solutions for a Dirac peak generation
term §(r — 7',z — 2’) located at position (r’,2"). In other words, we have to solve the
following problem

02 10, 0 1. n / n 1 / /
[@ ;E(Tg)*fg]g (7“77’7272)—*3615(7’*7"72*2) (4.64a)

02 10,6 0 21 Ny / no_ 1 / /
[4822—’_;87’(,’“87")_01”]9 (raT7Z3Z)__Da6(T_T?Z_Z) (464b)

0? 10, 0. 1 / no_ 1 ' /
[7822 + o (rfar)]g (r,r',2,2") =— D o(r—r,z—2) (4.64c)

0? 10, 0 / / 1 ! /
[@ + ;5(7"5) - Ufh]ng (r,r,2,2) == Dfﬂﬁ@" —r,z—2). (4.64d)

Second, we write the Hankel transforms of equations (4.64]) and their boundary
conditions. This yields

92 1 ., Jo(&r' ,
@—(524‘?)]9%(57%2,2)2—%61\;&—2) (4.65a)
pl a
2 /
[% — (€ +oIgM (12,2 ) =— %&v(z -2 (4.65b)
=52,(¢)
> b Jo(&r' ,
9.2 €6™0 (¢, 2,2") = — 2(;(%;3 dr(z—2) (4.65¢)
82 Y ’ ’ Ji (67',) ’
5~ (€ oG Er 52 = - 2(;thh6T(z —2), (4.65d)
=52, (9)
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where Jo(&r') is the Bessel function of first kind of order zero[5] and G™i (€,+/, 2, 2’) and
GTi(€,r', z, 2') are the Hankel transforms of respectively g™i (r, 7/, z, 2') and g7 (r, r', z, 2')
(j=0,1), ie.

“+oo

GNi(¢,r',2,2") =/ g% (r,r', 2, 2') Jo(Er)rdr (4.662)
0
“+oo

gt &' 22" :/ g% (r, 7", 2, 2" ) Jo(Er)rdr. (4.66Db)
0

The reason for moving to the Hankel domain is obvious from the shape of equations
, where we can see that the partial-derivative equations have been turned into
differential equations, i.e. the radial derivatives now appear as the algebraic term &2.
These are direct applications of the properties of Hankel transforms[I9]. These equations
are now ordinary second-order differential equations similar to their one-dimensional
counterparts, equations . However, one important difference is that equations
are all Helmholtz equations, even at zero frequency (presence of the £ in the
coefficient before the Green function). Since no Laplace equations are found here, the
three-dimensional ANy and ATy do exist. Physically, this can be understood from the
fact that, in three dimensions, the extra dimensions can be used as sink term (this is
what mathematically represents the &2 term). In particular, since ANy and ATy can
readily be obtained from the solutions of the fundamental mode by setting a vanishing
frequency and the correct laser irradiance, we focus on the latter modes for the following
calculations.

Written in the Hankel domain, the boundary conditions (4.61)) read

_Da 8gNl (57 Tlv z, Z/)

az om0 =0 (4.672)
Ny / ’
—kthw oo =0. (4.67h)

Extra boundary conditions are also needed at the position z = 2’ of the source term,
which are provided by the following properties of the Green Function[G9]

gNl (5,7‘/,2,2/)|Z:<z/)+ 7gN1 (§7T,azazl)|z:(z/)* =0 (4688‘)
aGN (&, 2,2') agM (g1, 2,2) __Jo(&r')

82 ‘z:(z’ﬁ’ - (921 |z:(z/)* = — 27T'Da (468b)

ng (€7T/azazl)|z:(z/)+ 7gT1 (577',527'2/)'2:(2/)* =0 (468C)
aGM (&, 2,2) aGM (&, 1", 2,2") Jo(&r')

-~ — ’ e j— n— — — 4. d

9z |zf(z )t 9z |zf(z ) 21 Din, ’ ( 68 )

where the (') (resp. (2')7) is a value of z infinitely close to 2’ but larger (resp. lower).
The discontinuity of the first derivative of the Green function can be demonstrated by
integration of equations (pages 23-24 of Ref.[69]).

The solutions to equations (4.65b)) and (4.65d]) with the conditions and
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are

G (', 2,) = L {exol-Sp©)ls = 21+ epl-Sa(©+ )]} (4690)

G (6.1 50) =St {exploSn Oz = #] + expl-Sun(©)(z + )]} . (4690)

Third, though algebraically tedious, the Hankel transform N;(,z) of the excess
carrier distribution can now readily be obtained from its Green function [equations
(4.69)], following Green’s theorem [34], i.e. one needs to convolute the Green function
with its generation term, i.e.

+oo +oo
Ni(&,2) =27r/ r'dr'/ dz'gM (&7, 2,2 GY P (! )
0 0

— a%l}mg(l - Rgump)PSumpRgump exp(_é'ZRgump/Ll)
4DqhVpump (prp)? —S2(6)

{SELE expl-5u(©)2] - exp(-ala) | (4.70)

Similarly, we have for the Hankel transform 71 (&, z) of the temperature distribution

o [To° ’ oo 1 T / ’

7—1(5’2) = rdr ng 1(57715272)
PCp Jo 0

/ ANy (r', 2

[(Mpump — Eg)Gﬁmmp(T,7 2') + Ey r,7)

]
aump(q — REUmPYPO L R2 9 o
- - 4
4ktn hVpump exp(—§ Rpump/4)

(hpump — Ey) BB pump
{ W S | Sty Pl (9] — el o) |

+ B,
N (3 )
1 Ofpump -
{ o= {5255 el - expl—aiiiy)
@ 1 Spl (5)

R CE R { 28 expl-5(0)2 - exp(-50(6)2) | }}
(4.71)

+

From these analytical Hankel transforms, it is then easy to derive the excess carrier
and temperature distributions by inverse Hankel tranform, i.e.

oo
ANi(r, 2) = Ni(€,2) Jo(€r)€dg (4.72a)
0
“+oo
ATy(r, 2) = Ti(€, 2) Jo(Er)EdE. (4.72b)
0
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These integrals being not trivial, the derived analytical solution is mostly convenient
if one needs the values of the excess carrier and temperature distributions at a few
positions only. Further, owing to the complexity of these expressions, it is difficult to
use them as such for further understanding of the behavior of these distributions. We
therefore characterize the lateral behavior of ANy, ANy, ATy and ATy as we have for
the one-dimensional case, i.e. using equations and .

As can be seen in Figure the qualitative behavior of AN; and AT; resembles
much the one-dimensional case shown in Figure The discussion of the latter figure
is therefore still relevant. Particularly, it can be seen that the transition between the
diffusion-limited and the recombination-limited regimes also occurs around 1/7 = 107 s,
i.e. when wt = 1. Nevertheless, Figure also presents some new interesting features.
First, as already hinted at previously, the orders of magnitude are very different in the
one-dimensional and three-dimensional cases. Second, solutions for the constant modes
exist in a three-dimensional geometry. It can be seen that, as expected, the constant
modes of both the carrier and temperature distributions show a general behavior very
similar to the fundamental modes. However, three differences can be noticed. First, ANy
and ATy always have zero phase and infinite wavelength (i.e. they are real). Second,
their amplitude is always somewhat more than twice that of the fundamental mode. This
is due both to the difference in excitation powers of the two modes (factor 2) and to
transient effects. At low modulation frequency (static mode), the ratio of their amplitude
would be exactly equal to 2. Finally, the decay lengths of the constant modes are longer
than those of the fundamental modes. Finally, note that the appearance of a bump in
the thermal decay length LY} and AY" in the 1077 — 107! s range is a consequence of
the recombination heat. Figures [£.10[b) and (d) indeed show the behavior of 1/R(o¢n)
and 27/ (o¢r), which only include the contribution of direct heating.

4.2.2.2 A Numerical Approach

As can be seen from the above section, solving analytically even the linear three-
dimensional problem is far from being trivial. Yet, we have seen in this Chapter that
numerous nonlinear effects should be taken into account. Though these effects could
partially be accounted for with limited error by plugging equations , and
into a nonlinear Newton loop[57], we still believe that a fully numerical approach
is more appropriate.

Numerous arguments are in favor of a numerical approach. We mention here only
the two most critical. First, the number of involved assumptions can be greatly reduced.
The above analytical solution supposes homogeneous ambipolar diffusivity, bandgap and
recombination lifetime. This proves to work with limited error for TP[I4] but it serves
against the versatility of the approach. It would therefore be interesting to have a
resolution technique which can account for the space variations in these parameters.
Second, the analytical solutions require the numerical calculation of two integrals for
each position (r, z). This is quite convenient for the calculation of AN (r, z) at one single
position but turns out to be too time-consuming if the values at multiple positions
are sought. As a consequence, it is clear that the availability of a more general, e.g.
numerical, technique would be helpful.

To solve carrier and heat transport problems in complex conditions, one generally
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Figure 4.12: Variation with recombination lifetime (a) in the three-dimensional ANy (full line)
and AT, (dashed line) at position (r,z) = (0,0), (b) in their respective lateral decay lengths; (c)
in the three-dimensional |AN;| (full line) and |AT;| (dashed line) at position (r,z) = (0,0), (d) in
their respective lateral decay lengths, (e) in their respective phases and (f) in their respective lateral
wavelengths as obtained from the three-dimensional analytical solution [equations , and
(4.72)] in the case of the TP pump laser. The vertical line corresponds to wr = 1.
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resorts to commercially available numerical simulators such as Medici [109] or Sentaurus
Device [I10]. However, these transport simulators have been designed for the resolu-
tion of carrier and heat transport in typical conditions of modern nanoelectronics and
therefore present unacceptable drawbacks. First, they solve the original transport equa-
tions and (48), i.e. not their highly simplified versions summarized by equations
(4.54). This involves unacceptably time-consuming calculations. In particular, only
time-dependent calculations are then possible (no simplified steady-periodic equations
such as we derived in Section . Second, direct heating is not implemented in these
commercial software packages. Since this is the dominant heating phenomenon at long
recombination lifetimes, it can hardly ever be neglected.

Part of our investigations have therefore been dedicated to the development of a
package to solve this problem by the finite-element method[37]. This project, called
a Finite Element Solver for Semiconductors (FSEM) has initially been launched by
F. Dortu during his PhD[36]. In the framework of the present work, several months
have been spent further developing the code (nonlinear steady drift-diffusion equations,
nonlinear steady-periodic ambipolar equation,...) and deepening the understanding of
the underlying physics. We have also used FSEM intensivelym The basic equations
and implementation of FSEM being already described in great detail elsewhere[36], we
here only focus on the powerful results FSEM can help obtain.

The three-dimensional linear problem of equations and has been solved
analytically and the solutions are already shown in Figure[d.12] The comparison of these
results with those yielded by FSEM therefore enables one to estimate the error made in
our numerical calculations. It is further of great help when it comes to determining the
optimal simulation settings for accurate but fast simulations (sample size, refinement
of the mesh,...). We define the relative difference between the analytical and numerical
solution as follows

5%v Vanalytical - Vnumerical (473)

I

Vanalyt ical

where V is an arbitrary calculated parameter, the value of which is Vanaiyticar in the
analytical solution and Viumerical in the numerical solution. Note that, since both the
numerical and analytical solutions suffer from numerical errors, it is not possible to
determine from which solution the error originates.

We present in Figurethe results obtained in the case of a sample with dimensions
600 pum both in the vertical and radial directions. First, it can be checked that the
numerical and analytical solutions are in excellent quantitative agreement since the
difference in all shown parameters is less than one percent (in most cases). Notice that
the calculation of the various decay lengths and wavelengths (Figures [£.13{b), (d) and
(f)) involve extra calculations and therefore some error propagation. This is the reason
why the difference between the numerical and analytical values is slightly higher than
for the values at position (r,z) = (0,0) [Figures a), (c) and (e)]. Further, the
relative difference in plasma wavelength is also large at short lifetimes since the plasma
wavelength itself diverges.

107 take the advantage of this Section to stress once again my deep gratitude towards Fabian
Dortu, the initial developer of FSEM. His help and all the energy he put into FSEM have been
the key to a lot of the successful results presented in this thesis.
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Figure 4.13: Relative difference between the analytical and numerical solutions (a) of the three-
dimensional ANy (full line) and ATy (dashed line) at position (r, z) = (0,0), (b) of their respective
lateral decay lengths, (c) of the three-dimensional |AN7| (full line) and |AT} | (dashed line) at position
(r,z) = (0,0), (d) of their respective lateral decay lengths, (e) of their respective phases and (f) of
their respective lateral wavelengths in the case of the TP pump laser.

Based on this excellent agreement, we believe FSEM is an ideal basis to build further
understanding upon. We therefore use it in the next Section to solve the full three-
dimensional nonlinear problem, i.e. our initial problem.
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4.2.3 Three-Dimensional Nonlinear Solution

Moving back to the original nonlinear problem of a modulated pump laser and a constant
probe laser shiningﬂ on a three-dimensional homogeneous silicon sample is now quite a
simple step. We know the expected behavior of ANy, ANy, ATy and ATy [equations
and ] We have also shown that we have a reliable tool to solve the problem
numerically (FSEM).

The transport equations to be solved here are summarized in equations with
the boundary conditions of equations (4.61)), (4.62)) and (4.63]). The nonlinearity of the
equations is accounted for via external models which have been introduced and discussed
in Section L.1.3

The calculated variations in AN; (j = 0,1) as a function of p-type doping con-
centration in the case of coincident probe and pump beams are shown in Figure
Four levels of refinement of the model are presented. First, the black curves represent
the behavior of the carrier distributions when no BGN is assumed. Second, the blue
curves show the impact of the consideration of a BGN-dependent absorption coefficient.
Third, the green curves illustrate the behavior of AN; (5 = 0,1) when BGN impacts
both the absorption coefficient and the ambipolar diffusivity (via the counter-diffusive
BGN effect). Finally, the red curves show the complete solution accounting also for
the coupling due to the nonlinear diffusion rate. It can clearly be seen that BGN has
a major impact on all plotted parameters, especially via its impact on the absorption
coefﬁcienﬁ As expected, the coupling due to the nonlinear diffusion rate only impacts
the value of |AN;| at low doping, where it accounts for about 10% of its total amplitude.
Though the obtained excess carrier distribution is qualitatively very similar to its linear
counterpart, it is still obvious that, from a quantitative viewpoint, it is significantly
influenced by all the nonlinear effects.

Independently from the level of refinement, three distinct regimes can be observed.
First, for low doping concentrations, a diffusion-limited regime can be observed. This is
very interesting since it means that TP is only weakly sensitive to recombinations in a
lowly doped Si substrate. It is therefore independent from the doping concentration in
this region. Second, for intermediate doping concentrations (> 10'7 cm™?), the recombi-
nations start to impact the carrier distributions. The unexpected bumpy behavior, not
observed in the linear solutions, can be explained by a fine balance between the increase
in recombinations with doping and the simultaneous decrease in ambipolar diffusivity.
Finally, at high doping, a recombination-limited regime is reached.

Figure shows the subsequent variations in AT} (j = 0, 1) with doping. It can be
seen that the temperature distributions are much less sensitive to the level of modeling
refinement. The blue, green and red curves are superimposed, emphasizing that only
the BGN-induced variations in absorption coefficient impact AT; (j = 0,1). Contrary
to the excess carriers, the recombinations start to impact the temperature distribution
for a relatively high doping concentration (> 5 x 10'® cm™3).

11 The probe laser has not been considered in the previous Sections since only linear systems
have been discussed.
12Yet, as shown earlier, the model used to account for this effect typically underestimates

apTp (Figure
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Figure 4.14: vVariation with p-type doping concentration (a) in the three-dimensional nonlinear
ANy at position (r,z) = (0,0), (b) in its lateral decay length, (c) in the three-dimensional nonlinear
|AN;| at position (r,z) = (0,0), (d) in its lateral decay length, (e) in its phase and (f) in its lateral
wavelength as obtained from the numerical resolution of equations . Four levels of refinement
of the model are shown. The black lines represent the solutions when BGN is neglected and only the
constant mode of the ambipolar diffusivity is considered (Dg1 = 0). The blue and green lines are

obtained by adding the impact of BGN respectively upon the agtg of both lasers. The green lines

are obtained by considering the impact of BGN upon D,. Finally, the red lines show the solutions to

the full equations, where the coupling due to D, is also considered.
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Figure 4.15: Variation with p-type doping concentration (a) in the three-dimensional nonlinear

AT, at position (r,z) = (0,0), (b) in its lateral decay length; (c) in the three-dimensional nonlinear

|AT:| at position (r,z) = (0,0), (d) in its lateral decay length, (e) in its phase and (f) in its lateral
wavelength as obtained from the numerical resolution of equations (4.54)). Four levels of refinement

of the model are shown. The black lines represent the solutions when BGN is neglected and only the
constant mode of the ambipolar diffusivity is considered (D41 = 0). The blue and green lines are
obtained by adding the impact of BGN respectively upon the agrp of both lasers. The green lines
are obtained by considering the impact of BGN upon D,. Finally, the red lines show the solutions to

the full equations, where the coupling due to D, is also considered.
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4.3. Summary

Before concluding this Section, we would like to discuss the dependence of the excess
carrier distribution upon doping type. As it turns out, the temperature distribution
indeed shows no sensitivity to doping type.

The variations in AN; (j = 0,1) with p-type (full lines) and n-type doping (inter-
rupted lines) for our highest level of model refinement are shown in Figure Most
important of all for the rest of this work, there is no sensitivity to doping type at low
doping concentration (diffusion-limited regime).

When doping increases, however, the constant mode starts to distinguish between
n- and p-type. Interestingly, for medium doping concentration, n-type doped Si shows
a higher injection than p-type, while it is the opposite at high doping concentration.
The difference at high doping concentration (recombination-limited regime) is readily
explained by the larger Auger coefficient for n-type than p-type Si (Cn ~ 3C,). The
difference in behavior at moderate doping concentration is, however, more complex.
Indeed, in the diffusion-limited regime found at low and moderate doping concentrations,
it may seem surprising to observe that the excess carrier distributions on an n-type
substrate have simultaneously higher amplitude and longer decay length. This effect
is a direct consequence of the variation in ambipolar diffusivity shown in Figure [£5
These variations are indeed very different whether the sample is p- or n-type. First,
the different excess carrier concentrations are easily explained by the different average
ambipolar diffusivity. On average over the sample, the ambipolar diffusivity is indeed
much larger on a p-type silicon sample, hence reducing the injection under the beam.
Second, the different decay lengths are a direct consequence of the very fast variations in
ambipolar diffusivity in the regions of medium injection in p-type silicon. These effects
are therefore direct consequences of the strong nonlinearity of the ambipolar diffusivity
in p-type silicon.

4.3 Summary

In this Chapter, based on the thermodynamic model, we have derived simplified equa-
tions to explain quantitatively the behavior of the excess carriers and heat generated
by the pump and probe lasers during a TP experiment on homogeneously doped sili-
con. We have shown that the resolution of a nonlinear system of four coupled equations
[equations ] is sufficient to determine the time- and spatial-variations in the excess
carrier and temperature distributions. These four equations solve for the constant and
fundamental modes of respectively the excess carrier and temperature distributions.

We have solved these equations and shown that the excess carriers and temperature
behave typically as dampes waves, i.e. they are fully characterized by their amplitude,
phase, decay length and wavelength [equations and (4.59)]. Taking all nonlinear
phenomena into account, the variations in these four parameters with the doping concen-
tration of the silicon sample are shown in Figure for the excess carrier distribution
and in Figure [f15] for the temperature distribution. The values obtained at low doping
are of the highest importance for the rest of this work.
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the apTp of both lasers and upon D, as well as the coupling due to Dg1.
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Chapter 5

Extension of the Transport
Theory to Ultra-Shallow
Doped Silicon Layers

In this Chapter, we assume that a supra-bandgap modulated pump laser and a supra-
bandgap constant probe laser shine on a non-homogeneously doped silicon sample with
respective irradiances Ipump(x, ¥, t) and probe (2, y) such that

z? + y2 )

Riump

i%_:f: )[% + % cos(wt)]

37:;%—‘&:5: )% + ieXp(iwt) + %exp(—iwt)] (5.1)
Mprobe (T, Y) = Pprobe €XP(— a:22+ v’ ), (5.2)

probe

Hpump(‘r7 y7 t) = Ppump(t) eXp(—

0
= Ppump eXp(i

= Pgump exp(—

where Ppump(t) is the time-dependent pump irradiance at position (z,y) = (0,0), Pump
(resp. Pgmbe) is the peak value of the pump (resp. probe) irradiance, Rpump (resp.
Rprobe) is the pump (resp. probe) radius and w is the modulation frequency of the
pump laser irradiance.

As aresult, a free electron distribution N (z, vy, 2, t), a free hole distribution P(z,y, z,t)
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and a temperature distribution T'(x,y, z,t) are generated in the sample such that

N(z,y,2,t) =Naoping(2) + ANo(z,y, 2) + [AN1(z,y, 2) exp(iwt) + AN7 (z,y, 2) exp(—iwt)]

fundamental
“+oo
+ Y [AN;(z,y, 2) exp(ijwt) + AN; (z,y, z) exp(—ijwt)] (5.3)
j=2

4B harmonic

P((E, Y, th) :PdOPiﬂg(z) + APO(‘T"’ Y, Z) + [API (%, Y, Z) exp(u"}t) + APl*(w7ya Z) exp(—zwt)]

fundamental
+oo
+ Y [AP;(x,y, 2) exp(ijwt) + AP} (x,y, 2) exp(—ijwt)] (5.4)
j=2

jth harmonic

T(Iv Y, 2, t) =To + ATO(:E7 Y, Z) + [ATl (:IJ, Y, Z) exp(th) + ATI* (IE, Y, Z) exp(_iwt)]

fundamental
—+oo
+ D [AT;(w,y, 2) explijwt) + AT} (z,y, 2) exp(—ijet)] (5.5)

=2

jth harmonic

where Naoping(z) and Paoping(2) are respectively the electron and hole concentrations
due to the doping profile of the sample. Contrary to the previous Chapter, these two
carrier concentrations are here assumed to vary with depth. All the other quantities are
as defined in Chapter [4

This Chapter extends the transport theory of carriers and heat discussed in Chapter
[ to the case of actively doped silicon surfaces. Throughout this Chapter, we focus on
the case of shallow doped layers on lowly doped silicon substrates, such as depicted in
Figure In order to predict the behavior of the free carriers and heat generated in
such a sample, one should in theory solve equations 7 with the consideration of the
built-in electric field due to the uncompensated ionized dopant atoms in the space-charge
region. The built-in electric field of active (i.e. annealed) doping profiles indeed modifies
strongly the behavior of carriers in the region of the junction and in shallower regions.
This obviously invalidates the ambipolar diffusion equation.

However, rather than solving directly equations , we propose to derive a sim-
plified solution. Numerous advantages of this simplified solution can be given. First,
obviously, the simplified solution makes the calculations much easier. This will prove
very helpful, particularly for the inverse problem presented in Chapter [7] Second, this
simplified solution also offers more understanding than a fully numerical solution. Third,
the computation of a numerical solution to the considered problem would be very time
consuming (time-dependent coupled nonlinear equations). Last but not least, it also has
to be pointed out that the numerical implementation of such a problem is very complex,
as confirmed in the course of our investigations. Indeed, in spite of our attempts both
on the full time-dependent and steady-periodic (Fourier domain) routes, we have not
been able to force the system to converge. First, the time-dependent problem, where
the time derivatives of equations are discretized and the resolution is stepped over
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Doped layer: Substrate

Pdoping<2) or Ndoping<z>
AN(z)

z (depth)

Figure 5.1: Schematic of a t pical active doping profile on a lowly doped substrate and the pump-
y g Y

generated excess carrier and excess temperature profiles (The relative position of the excess carrier

and excess temperature profiles is arbitrary).

time, has proven to converge only for prohibitively small time steps, of the order of the
dielectric relaxation time of silicon (1 ps), in agreement with [78]. The introduction of
an artificial time-dependent term in Poisson’s equation , as suggested in Ref. [78],
has been unfruitful. Second, in the steady-periodic system, where a separate equation
is solved for each Fourier coefficient of the excess electron, hole and electrostatic poten-
tial, a problem also originates from the Poisson equation. The constant doping term
(N;' — N, ) acts as a stabilizer for the steady equation. Such stability is, however, not
present for the other Fourier coefficients, leading to a fast diverging system.

We here propose a third, simpler, approach. We show, in Section that two
assumptions suffice to strongly simplify the solutions to the carrier and heat transport
problem on a sample with an ultra-shallow active doping profile (junction depth X; <
100 nm), such as needed in modern CMOS transistors. In Section we discuss
quantitatively the validity of these assumptions on doping profiles with a box-like shape.
The discussion is based on the comparison of the solutions obtained with steady drift-
diffusion simulations (run with FSEM). In Section we then derive the steady-periodic
solutions under the same assumptions.

5.1 Simplified Transport Theory

As highlighted in the Introduction, we are seeking a simplified solution for the transport
of carriers and heat in a sample presenting a doping profile such as shown in Figure
For this purpose, we make two essential assumptions. First, we suppose that the
electron and hole quasi-Fermi levels are flat through the space-charge region. Second,
the carrier and temperature distributions in the bulk of the sample (substrate region
of Figure are assumed independent from the doping profile. In this Section, we
investigate qualitatively the validity of these assumptions and show how they simplify
the problem.
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First, we would like to study the flat quasi-Fermi levels approximation (FQL) and
its implications.

Quasi-Fermi levels typically remain flat in highly conductive regions, whether the free
carriers come from doping or optical injection. In order for the currents to flow Hj;\ =
|oi§E}| (Ref. [74]) where i=n or p], there is then indeed no need to strongly bend the
quasi-Fermi levels. In other words, a semiconducting region with a high concentration
of both electrons and holes usually shows flat quasi-Fermi levels.

The FQL approximation helps greatly when it comes to determining the excess carrier
concentration in the doped layer. Indeed, the electrostatics, i.e. Poisson’s equation
or the p-n product[73], offers a direct link between the substrate and layer injection. We
here use the p-n product which offers a simple solution. The p-n product reads, at each
depth z of the sampleﬂ

p E%(2) — E2(z
%b(T))eXP( il )ka il )),

P(2)N(2) = vp(2) 7 (2)n] exp(— (5.6)
where 7, and v, are the Fermi-Dirac factors respectively for holes and electrons defined
in equations (4.45b)) and (4.45a). Using formula both in the doped layer and in
the substrate results in a simple expression for the excess carrier concentration in the
layer. For this purpose, we assume here a p-type layelﬂ with doping Paoping(2z). First,
in the doped layer, the majority hole concentration is P(z) = Paoping(z) + AN (z) and
the minority electron concentration is N(z) ~ AN;(z). Second, in the highly injected
substrate, independently from the doping type, N(z) ~ P(z) = ANguw. The depth-
dependent excess carrier concentration can be obtained using the ratio of formula
taken respectively in the layer and in the substrate, i.e.

[Paoping + ANi(2)] ANi(2) 75 (2)yn(2) El(z) — E5**
2 - subnsub exp | — ? (57)
A]Vsub Yo Yn ka
where 71, (resp. 7,) and v5"? (resp. v5"?) are the electron (resp. hole) Fermi factor as
defined above respectively in the layer and in the substrate, Eé and E;“b are respectively
the bandgap energies in the layer and in the substrate. The only physically acceptable
solution AN;(z) of equation (5.7) is

A ) 7 (2)7h(2) Ei(z) — Egb 2
_Pdoplng(z) + \/Pdoping(z) + 4W exp —T ANsub .

(5.8)

AN[(Z) =0.5

From formula (5.8)), one can show that AN;(z) decreases with increasing Paoping(z) in
most cases. This explains the monotonically increasing excess carrier profile shown in

Figure [5.1]

1The dependence upon time is kept implicit so as to simplify the expressions.
2The case of an n-type layer can easily be derived by replacing Paoping bY Ndoping in the
final expressions
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5.1. Simplified Transport Theory

Three implicit approximations have been made in the derivation of formula .
First, the Debye length has been assumed much smaller than the characteristic lengths
of the profile (junction depth and decay length). The used p-n product indeed supposes
a vanishing Debye length, which is valid given the considered high doping concentra-
tions and high injection. Second, the excess electron and hole concentrations have been
assumed equal everywhere, in spite of the strong electric field at the junction. This
is also related to the very short Debye length. The electric field is only present in a
nanometer-wide region around the junction. In that region, the electrons and holes are
in slightly different concentrations but this difference is invisible to long wavelengths
such as that of the TP probe laser. Finally, we have also assumed that the substrate
excess carrier concentration is flat (see Figure at the scale of X;. This is related
to the penetration depth of the pump and the plasma wave diffusion length being much
longer than X; (um vs nm).

In summary, the FQL approximation allows for a very attractive simplified deriva-
tion of the excess carrier concentration in the doped layer. As shown in formula (5.8)),
however, the substrate injection needs to be known.

The purpose of our second assumption, i.e. the independence of the substrate excess
carrier concentration and temperature from the doped layer, is to give an easy access
to the substrate injection. These two distributions are indeed assumed to be simply the
solutions of the coupled ambipolar carrier diffusion and heat diffusion problem which
has been solved in the previous Chapter (e.g. Figures and .

Actually, the presence of an actively doped layer at the surface of a silicon sample
can modify the excess carrier and temperature in the bulk of the sample (i.e. below
the doped layer) through three different phenomena. First, as a consequence of the
presence of a doped layer, the generation rates of equations increase both due to
the slight reduction in the sample reflectance and to the rise in absorption coefficient
(consequence of the combined Drude and BGN-induced electroabsorption effects as dis-
cussed in Section . However, as can be seen e.g. in Figure a), the reflectance
variations are very small (< 1%). The impact on the carrier and heat generation rates
is therefore neglected. Similarly, the thicknesses of the considered ultra-shallow doped
layer (< 50 — 60 nm) being much smaller than the penetration depth of the probe and
pump lasers (> 5 — 15 um), the increased absorption coefficient has hardly any impact
on the final excess carrier and temperature distributions. Most of the absorption phe-
nomenon indeed occurs in the bulk of the sample. Second, the presence of a doped layer
at the surface, i.e. a zone of short recombination lifetime, acts as an enhanced surface
recombination velocity. This effect tends to reduce the excess carrier concentration and
increase the temperature. As we will see in Section [5.2.2] this effect is, however, never
observed. This is also due to the deep penetration of the lasers compared to the thick-
ness of the considered doped layers. Finally, the presence of a doped layer changes the
electrostatic behavior of the substrate region close to the junction, leading to a possible
small depletion of the sub-junction region. This last effect is dominant and actually the
only one to ever be observed. We will show in Section that the impact of this ef-
fect is limited on the carrier distributions and negligible on the temperature distribution.

Based on these two assumptions, the transport of optically generated free carriers
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and heat in USJs can be understood in the following way. First, concerning the heat, it is
generated in the lowly doped substrate, where it diffuses according to equations
and (4.54d). Further, given that doping has a negligible impact on the thermal prop-
erties of Si at room temperature[60], the final excess temperature is layer-independent.
Second, similarly, the excess carriers are generated in the substrate where they diffuse
ambipolarly and recombine according to equations and . The final excess
carrier distribution in the substrate is therefore layer-independent. The excess carrier
concentration in the layer can be estimated by solving the one-dimensional in-depth
Poisson’s equation or, more simply, the p-n product assuming flat quasi-Fermi levels. In
other words, the charging of the layer with excess carriers is taken care of solely by the
electrostatics.

5.2 Validity of the Assumptions

Being convinced of the usefulness of our two simplifying assumptions, we would like to
check quantitatively their validity. In order to do so, we propose to compare the simpli-
fied solutions with full drift-diffusion simulations, run with FSEM. More particularly, we
base our discussion on 15-nm deep box-like profiles with varying doping concentrations.
In Section [5.2.1] we look at the layer injection as a function of doping concentration in
the layer and compare it with equation . We look at the impact of the presence of
the doped layer on the substrate injection in Section [5.2.2)

Note that, as already mentioned in the Introduction of the present Chapter, FSEM
can only solve steady drift-diffusion equations (no waves). We therefore only consider
this case. However, for the sake of consistency with the rest of this thesis, we would still
like to separate the study into constant and fundamental modes of the excess carrier and
temperature distributions. We use the superscript € to stress that the distributions
have been obtained using steady calculations. In other words, ANYC and ATYC have to
be understood respectively as the excess carrier and temperature distributions obtained
when the TP probe laser and the TP pump laser shine on the sample with respective
constant irradiances Pgmbe and Pgump/Q . Similarly, ANP€ and ATPC are the half-
amplitudes of differential carrier concentration and temperature generated if the pump
has an extra Pgump /2 constant irradiance.

Further, in order to clearly identify the different behavior of the carriers in the doped
layer and in the substrate, we use the respective subscripts ; and s, to refer to each
region. This notation is actually of relevance in the rest of the thesis.

5.2.1 Flat Quasi-Fermi Level Approximation

In the case of a box-like profile, the excess carrier concentration AN; in the doped layer
is independent from depth and, following equation (5.8)), it is linked to the excess carrier
concentration ANg,, via

AN; =0.5

1 ’gl Bl — [sub
—Pdoping + \/Pc%oping + 4L exp (—gkbiTg) ANS2ub:| . (59)

,ygub,y;rslub
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Figure 5.2: Variation with n- and p-type layer doping (a) in ANl%C at position (7, z) = (0,0), (b)
in its lateral decay length, (c) in ANﬁc at position (r,z) = (0,0), (d) in its lateral decay length,
as obtained by full three-dimensional steady drift-diffusion calculations (full and thick interrupted
lines) and assuming flat quasi-Fermi levels (thin interrupted lines). Time-independence is assumed,
as mentioned by the DC superscripts. The flat Fermi level approximation is in very good agreement
with full calculations up to very high layer doping concentrations.

This equation is valid at all lateral positions and can therefore also be used to determine
the decay length.

The comparison of the excess carrier concentrations and decay lengths obtained
respectively with FSEM simulations and the FQL approximation is shown in Figure
The substrate injection ANgyup, needed in equation , has been obtained from
the resolution of the steady ambipolar diffusion equation on a lowly doped substrate.
The results are independent from the doping type of the substrate (not shown). It is
clear from this figure that FQL is a very good approximation up to quite high doping
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concentrations (> 2 x 10%® cm™®). The values of the carrier concentrations and their
decay lengths given by the FQL approximation indeed only depart from the numerical
solution for doping concentrations higher than 2 — 3 x 10?® cm™2. Note that the excess
carrier concentration in the layer then being approximately 10'° cm™3, it is negligible.
We therefore use FQL on the whole doping range, without any loss of accuracy in the
model.

Two observations in Figures a) and (c) should be discussed. First, the different
injection according to the doping type of the layer should be explained. It can be
observed that, especially at high doping concentration, an n-type layer is more injected
than a p-type layer with the same doping concentration. This difference is due to the
combined effect of BGN and Fermi-Dirac statistics. Second, the discrepancy between the
numerical solution and FQL at ultra-high layer doping concentrations should be looked
at in more detail. As mentioned in the Introduction of this Chapter, FQL is only valid
in highly conductive regions. At high doping concentration, though the majority carrier
conductivity is high, the minority carrier conductivity is low, leading to the possible
bending of the quasi-Fermi level of the minority carriers. Note that, since an n-type
doped layer is always more injected, FQL remains valid up to somewhat higher doping
concentrations in such layers. It can be checked in Figure [5.2] that FQL becomes invalid
at the same excess carrier concentration for p- and n-type layers (= 10%° Cm73).

Similarly, the decay lengths also show an interesting trend in Figure b) and (d).
As long as FQL is valid, the decay length follows a monotonic and slow decrease. This can
be understood as a result of the lateral electric field felt by the excess carriers in the layer.
It can indeed be shown that, independently from the doping type of the layer, the electric
field always tends to push back the excess carriers towards the illuminated region, i.e.
it goes against diffusion. Further, at the high doping concentrations invalidating FQL,
the decay lengths drop very fast. This can be explained by the fact that electrostatics
loses its influence on the layer injection. The excess carrier concentration in the layer
therefore enters a recombination-limited regime (ultra-high doping), where the decay
lengths are given by the pump radius.

5.2.2 Impact of Doped Layers on Substrate Injection

In order to check quantitatively the variations in the excess carrier concentration and
temperature in the substrate when a 15-nm thick doped layer is present at the surface,
we propose to look at their behavior at a 50 nm depth from the surface, i.e. 35 nm
deeper than the metallurgical junction. Figure[5.3|shows the variations with layer doping
concentration in the excess carrier concentrations ANDS, and ANDS, but also in the
excess temperature ATRC and ATPC, as obtained from three-dimensional steady drift-
diffusion FSEM calculations.

It can be observed that, as expected, the doped layer has no impact whatsoever on
the excess temperature. The excess carrier distribution, however, does vary in the high
doping range. This effect is negligible on the fundamental mode ANLS, but not on the
constant mode ANDS,, especially in the case of highly doped p-type layers (up to 20% at
a layer doping concentration of 2 x 102° cm73). Note, however, that, as can be observed
by the lower impact on ANLS, than ANDS,, this effect depends to a great extent on
the injection. Higher laser powers would advantageously reduce this effect significantly.
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Figure 5.3: Variation with n- (interrupted lines) and p-type (full lines) layer doping (a) in ANR%O
and AT&JC (dotted line) at position (r,z) = (0,50) nm, (b) in their lateral decay lengths, (c¢) in
ANBFM and ATPC (dotted line) at position (r, z) = (0,50) nm, (d) in their lateral decay lengths, as
obtained by full three-dimensional steady drift-diffusion calculations. Time-independence is assumed,
as mentioned by the DC superscripts. The excess temperature does not depend upon the doped layer.
The substrate injection is independent from the doped layer up to moderate doping concentrations.

Unfortunately, this effect cannot be accounted for by our model in its current status.
We will come back to the impact of this approximation in Section [6.3]

The origin of this effect, as already hinted at, cannot be recombinations. Auger
recombinations, i.e. the dominant recombination effect in highly doped layers, are in-
deed more numerous in n-type silicon than in p-type silicon[98] (C, =~ 3C}). Besides,
as confirmed by Figure [5.2] n-type layers are more injected than p-type layers, which
should further increase the recombinations in n-type layers. The slight depletion of
the substrate actually originates from the lateral junction photopotential due to the
non-uniform illumination of the built-in electric field. This photopotential perturbs the
behavior of the carriers in the substrate. The associated lateral electric field points into
the outward radial direction for a p-type layer and inward radial direction for an n-type
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layer. The Dember field in the substrate, however, always points into the outward ra-
dial direction. The Dember field can therefore slightly counteract the lateral junction
photopotential for an n-type but not a p-type layelﬂ

For the sake of completeness, let us add that the values shown in Figure [5.3| are
independent from the doping type of the substrate (not shown).

5.3 Steady-Periodic Model Equations

So far the discussion has been limited to steady calculations due to the limitations of
FSEM, our numerical solver. However, the simplified theory can easily be extended to
the steady-periodic calculations needed in this work. In this Section, we assume that
the substrate injection is, independently from the layer doping, as calculated in Chapter
for a substrate doped homogeneously with a 10'® em™2 concentration. Based on this
substrate injection, we investigate how the constant mode ANy and fundamental mode
AN of the excess carrier distributiorﬂ in a box-like doped layer vary as a function
of the active doping concentration, if we assume flat quasi-Fermi levels through the
space-charge region.

More specifically, we consider a substrate injection ANgyu, = ANgsubo+2R[ANsyp1 exp(iwt)]
where ANgsupo and ANgup1 behave as found in the low doping region of Figure
(complete model, i.e. red curves). As a consequence of the independence from substrate
doping concentration of the latter two quantities in the doping range below 5 x 107
cm ™2, the obtained ANjg and ANy, are equally independent from doping in that range.

The results are obviously also independent from the doping type of the substrate (Figure
. We then make use of equation to determine the layer injection.

The time-dependence of the considered substrate injection does actually not make the
situation more complex than the steady case studied thus far. Indeed, all the quantities
present in equation can accommodate the (slow) variations in substrate injection
without any lag. They take at most 1 picosecond to follow the variations (dielectric
relaxation and relaxation time of the Fermi-Dirac quasi-equilibrium distributions)|I08].

In conclusion, it can be expected that the variations in excess carrier concentration in
the layer are simultaneous with the excess carrier concentration in the substrate. This
further assumes that the layer thickness is small compared to the plasma wavelength
A’l’l7 which is obviously the case in this work (nm vs hundreds of pm, see Figure

Figure shows the calculated variations in AN,y and AN;; as a function of p- and
n-type doping concentrations in the layer. The behavior of the steady distributions of
Figure|5.2]is clearly recognized and their discussion therefore still applies here. Further,
the phase and wavelength shown respectively in Figures e) and (f) prove to be
independent from the layer doping concentration and type. They are actually the same

3Canceling the Dember field by setting equal electron and hole mobilities results in equally
lowered substrate injection for n- and p-type layers.

4Note that, as we have in Chapter 4} we should also investigate the generation of further
harmonics. However, only the constant and fundamental modes of the layer excess carrier con-
centration contribute to the measured signals (see Chapter@. The other harmonics are therefore
neglected. The reason for the in-depth discussion of the harmonic generation in Chapter [] is
that the existence of further harmonics in the substrate carrier distribution would have modified
the layer excess carrier concentration via equation
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Figure 5.4: Variation with n-type (triple interrupted lines) and p-type (interrupted lines) doping
concentration (a) in AN at position (r,z) = (0,0), (b) in its lateral decay length; (c) in |AN;1| at
position (r, z) = (0,0), (d) in its lateral decay length, (e) in its phase and (f) in its lateral wavelength

as obtained assuming flat quasi-Fermi levels and the substrate carrier concentrations found in the low

doping region of Figure
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as in the substrate, as supposed above. In other words, the fundamental mode of the
excess carrier distribution behaves as a single wave, just as it does in a homogeneously
doped substrate. The only peculiarity of the wave when a doped layer is present is
that its amplitude and lateral decay length strongly and abruptly decrease in the highly
doped regions. The subscript ; and s, for the phase and wavelength of the plasma wave
are therefore dropped in the rest of this thesis, since a single value suffices.

The results shown in Figure combined with the results of Figures and
summarize with great simplicity our model of the carrier and heat transport in non-
homogeneously doped silicon.

Before concluding, we believe it is important to derive the following approximate
expression for AN;; at high p—typeﬂ doping concentrations (> 10%° Cm73), asssuming
Boltzmann statistics and a time-independent bandgap. Under these approximations,
based on equation , it can be shown that

AN, ~ (5.10)

2AN5ubOANsubl Eé — E;ub
———exp | ——F7F+— .
kT

Pdoping

This expression is of critical importance for the general understanding of the behavior
of ANj;. It shows in very simple mathematical terms e.g. that the fundamental mode
of the excess carrier distribution in the layer drops with the active doping concentration
in this layer. We will come back to this observation in Section [6.2] of the next Chapter.
Furthermore, it also demonstrates the dependence of AN;; upon ANgyupo. In other
words, though time-independent, ANgypo is also involved in the fundamental mode of
the excess carrier distribution via AN;;. This comment will have its importance for the
understanding of the modeling error discussed in Section [6.3] of the next Chapter.

5.4 Summary

In this Chapter, we have extended the transport theory developed in the previous Chap-
ter to samples presenting a shallow doped layer at their surface.

First, we have shown that the temperature distribution is independent from the
doped layer. Second, we have shown that the fundamental mode of the excess carrier
distribution below the doped layer (substrate region) is also independent from the layer.
The constant mode, however, has shown non-negligible variations at high layer doping
concentrations. The impact of this approximation is looked at in Section [6.3] Further-
more, we have demonstrated that, if the quasi-Fermi levels of the electrons and holes
remain flat in the structure, the excess carrier distribution in the doped layer is readily
derived from the excess carrier distribution in the substrate via equation (5.8)). Most
importantly, Figureshows the behavior of AN;g and AN;; as a function of the n-type
and p-type doping concentrations in the layer assuming low doping in the substrate and
the excess carrier concentration derived in Chapter [4| (Figure .

5This equation is easily extended to n-type doped layers by replacing Paoping bY Ndoping
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Chapter 6

Assessment of the Model

In the previous Chapters, we have developed a model to explain quantitatively how the
reflectance of a silicon sample can be modified by doping and/or laser-injected carriers
and heat. Going backwards from Chapter [5| to Chapter [2| we have sequentially calcu-
lated the excess carrier and temperature distributions generated by the TP pump and
probe lasers in Chapters[d] and [f]respectively for homogeneously and non-homogeneously
doped silicon. The perturbation of the refractive index induced by these distributions as
well as doping have been derived in Chapter [3] Finally, we have calculated the relation-
ship between the perturbation of the refractive index profile and the perturbation of the
sample reflectance in Chapter [2l Though this theoretical investigation has offered much
insight, the quality of this model still needs to be assessed. In this Chapter, we therefore
evaluate the accuracy of the model developed in the previous chapters on two types of
samples. In Section [6.1] we sum up and test the model for homogeneously doped silicon
samples as a function of doping concentration. In Section [6.2] we then study the case
of shallow doped layers. For the sake of simplicity, we only investigate profiles with a
simple and perfectly defined shape, i.e. box-like doping profiles, as can be obtained from
Chemical Vapor Depositiorﬂ (CVD). For these samples, we also summarize the model
and check its validity as a function of the thickness and doping of the layer. Note that
only lowly doped substrates are considered (i.e. no well, no halo). Finally, in Section
[6-3] we identify the errors made by our model and their most likely sources.

In this work, we measure the so-called DC reflectance R4 and the so-called mod-
ulated - or AC - reflectance AR,.. More particularly, we measure their offset curves,
i.e. we measure these two signals as a function of the spacing between the probe and
the pump beams, denoted r in the present Chapter. The DC reflectance is the total
time-independent reflectance, i.e.

Rdc(r) = Ro + ARQ(’/‘), (61)

11 would like to thank Duy Nguyen and Laurent Souriau for the layers they have fabricated
for this study.
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where ARy includes all time-independent contributions to the reflectance perturbation,
i.e. doping, steady excess carrier and steady temperature effects. As for AR,c, it is the
normalized fundamental mode of the reflectance perturbatiorﬂ i.e.

ARac(r) = Toexp(—ifo) AR (1), (6.2)

where AR; includes the time-dependent contributions to the reflectance perturbation,
i.e. the fundamental mode of the excess carrier and temperature distributions. I'g and
0o are respectively the normalization coefficient and phase of the fundamental mode of
the reflectance perturbation. These two factors originate from the lock-in amplifier and
are unfortunately unknown.

As we will show, the understanding of the behavior of Ry is quite straightforward.
On the contrary, ARac offset curves are complex (i) to measure with a sufficient repeata-
bility, (ii) to understand and (iii) to model. The three remarks below are therefore of
critical importance for the understanding of this Chapter.

(i) As studied in Ref[84] [36], AR.. varies with illumination time when measured
on crystalline Si. As a consequence, the measurement of AR, suffers from a very
poor repeatability if no attention is paid to this issue. A procedure ensuring the high
measurement repeatability of ARa. has therefore been developed and systematically used
in the framework of our investigations. As detailed in Appendix [A7]] in this procedure,
each offset curve is composed of 25 data points, each obtained after shining the pump
and probe beams for 25 s on the sample. Each offset curve is measured initially with
aligned beams (0 separation) and by separating the beams of 0.167 um every 25 s. This
allows us to compromise between measurement repeatability [car,. = 7 x 107 (a.u.),
Appendix and measurement time (~ 10 min/ curveﬂ). Further, all our CVD boxlike
profiles have been grown on device-quality wafers. This ensures a sufficient wafer-to-
wafer repeatability of the signals. This complete procedure is of critical importance
since the good agreement which our theory will show with experimental AR,. in this
Chapter would not be possible without it.

(ii) As can already be expected from equation , ARy is the superposition of
multiple damped waves and therefore has a complex behavior. To facilitate the com-
parison between experimental and theoretical data, it is convenient to also write it as a
damped wave, i.e.

ARac(r) = [ARac(r)| exp [—idac(r)]
= |ARac(r = 0)| exp [—idac(r = 0)] exp(—r/LY°) exp(—2imr/Aac), (6.3)
where |ARa:(r = 0)] and @ac(r = 0) are respectively the measured amplitude and phase

of the AC reflectance under the pump beam, while L%° and A,. are respectively the
signal decay length and wavelength. By definition, L%® is the lateral distance needed

2Note that, contrary to equation , AR is here defined in its complex number notation.
We are aware of this slight inconsistency. It is, however, more convenient to write AR; and,
consequently, AR,c, in complex notation so that the link between the behavior of the signal
and its components is more readily observed.

3] want to thank Derrick Shaughnessy again for writing a measurement routine for the TP
tool thanks to which an uncountable number of hours have been saved.
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for the amplitude |ARac| to drop by a factor exp(1l), i.e. it is linked to the slope of the
offset curve of the signal amplitude. We calculate it from the following equation

—|ARu.|

ac __
La = 9[ARac|
or

: (6.4)

r=0

which can be deduced from equation (6.3). As for the signal wavelength Aac, it is the
lateral distance needed for the phase ¢,c to turn 360°, i.e. it is linked to the slope of the
offset curve of the signal phase. We calculate it by extrapolation of the offset curves, i.e.

360

Aac = (e =4 m) — D = 0) x 4 (pm). (6.5)
The term ’lengths’ used for LI and A.c is somewhat abusive since negative values
of both the signal decay length and the signal wavelength are allowed. This a priori
unphysical possibility is just a consequence of their mathematical definitions. Obviously,
the respective decay lengths and wavelengths of each damped wave contributing to the
signal are all positive, i.e. their respective amplitudes decrease and their respective
phases increase. A backward diffusion wave going against the diffusion force is indeed
not physical[f2]. But the AC reflectance is a combination of these damped waves.
Subsequently, its amplitude |[ARac| can, in some specific occasions, rise with laser beam
separatiorﬁ i.e. the signal decay length can be negative[I3]. Similarly, the phase ¢ac
can sometimes decrease with laser beam separation, i.e. the signal wavelength can
be negative. We show below that, albeit unexpected, these situations are observed
experimentally and can be explained with the introduced model.

Note finally that, rigorously, ARa.c is the sum of multiple damped waves. Equation
is therefore only an approximation. This approximation quantitatively represents
the measured behavior of AR,. offset curves in most cases. As we will see, however,
it fails to do so in some complex cases (moderately doped CVD layers). In spite of
this limitation, these equations help significantly to understand the complex behavior of
AR, offset curves, which justifies their use in this work.

(iii) As a direct consequence of the separated pump and probe beams during the
measurement of an offset curve, their positions of maximum irradiance no longer coin-
cide, which slightly modifies the distributions of the generated excess carriers and excess
temperature. We, however, neglect these variations. In other words, our calculations
consider that the probe and pump lasers always shine on the same spot, generating the
carriers and temperature exactly as discussed in Chapter 4] and Chapter A third,
fictitious, laser of wavelength Aprobe is assumed to measure the offset curve without gen-
erating any excess carrier or heat. Considering the separation between the probe and
pump lasers in the numerical calculation of the excess carriers and heat would break the
central symmetry of the problem and therefore require a full three-dimensional treat-
ment. Unfortunately, FSEM does not have that capability. This approximation is very
good, owing to the constancy and relatively low magnitude of the probe laser irradiance.
Note also that the radius of this fictitious laser is assumed sufficiently small to measure

4Note that this can obviously only be true for a limited region of the offset curve, i.e. the
amplitude does not diverge. What is observed in these cases is that the rise in amplitude is only
sustained in the first few micrometers and is followed by the expected decaying amplitude.
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the local (and not integrated) variations in reflectance (see Section . It can be
checked that considering the finite dimension of the probe radius would yield slightly
better results (mostly for Li® and Aac) but would not change the final conclusions of
this Chapter.

6.1 Homogeneous doping

Before looking at experimental data measured on homogeneously doped silicon sub-
strates, let us summarize the model for such samples. Two perturbation effects are to
be taken into account. First, when the homogeneous doping concentration is increased,
the refractive index is reduced, as studied in Chapter ] In turn, Chapter [2] has shown
that this reduces the sample reflectance. Second, when the pump and probe lasers shine
on the homogeneously doped sample, excess carrier and excess temperature distribu-
tions such as those derived in Chapter 4| are generated (see, in particular, Figures [4.14
and . These distributions also perturb the refractive index of the sample, thus
modifying the sample reflectance. Since the excess carrier and temperature distribu-
tions have characteristic lengths longer than the probe wavelength, the perturbation of
the reflectance is only due to the surface perturbation of the refractive index. In other

words, using equations (2.11) and (3.16)), Rac can be written

Ractr) = o {14 51 [0 (o Paoins 4 (o 2)AN() ) + 98T},

) (6.6)

for a homogeneous p-type doping concentration Pyoping. The laser-induced variations in
DC reflectance due to the time-independent excess carrier and temperature distributions
are never observed [see e.g. Figure a)}, due to the low magnitudes of the steady excess
carriers and temperature [(1/me + 1/mp)BANy < 1 and 0ATy < 1]. We can therefore
use the following simplified expressions

43 .

Rac = Ro [1 T mmE =) Pdopi,,g] for p-type doping (6.7a)
48 .

Raec = Ro [1 - me(ng — 1) Ndoping} for n-type doping. (6.7b)

Similarly, using the same equations (2.11)) and (3.16]), the AC reflectance can be written

ARue(r) :n‘gliolro exp(—ifh) {—5(7; + mih)mv1 (r) + AT, (7“):|
:nglioll"o exp(—1ifo)
« [fﬁ(ni + mih)le(r — 0)] exp(—id? (r = 0)) exp(—r/LP.) exp(—2imr /AT

plasma component

+ 8|AT1 (r = 0)| exp(—ig" (r = 0)) exp(—r/LY}) exp(—2imr/A}") } (6.8)

thermal component
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Note that, though |ANi| and |AT}| have the same order of magnitude as ANy, their
modulation allows for the use of a lock-in amplifier. As a result, contrary to ANy, their
impact on the sample reflectance can be measured with a high reproducibility.

Equations and together with the excess carrier and temperature distri-
butions respectively shown in Figures and (complete model, i.e. red curves)
constitute our model for homogeneously doped silicon. In summary, the variations in
Rac are only due to doping. As for AR,c, it consists of two components respectively
related to the fundamental modes of the surface excess carriers and temperature gen-
erated in the silicon substrate. We call these two components respectively the plasma
and thermal components. Both components vary with doping as studied in Chapter
[@ Very importantly for the understanding of the behavior of the total signal, these
two components have opposite signs and different phases, i.e. they show a total phase
difference close to 180° but not precisely equal to 180°.

6.1.1 Comparison of the Model with Experimental Data

Let us start by presenting the experimental offset curves and discuss qualitatively their
behavior when the doping concentration varies in Section [6.1.1.1] below. The model is
then compared quantitatively to the measurements in Section [6.1.1.2

6.1.1.1 Qualitative Comparison

Figure a), (b) and (c) show experimental offset curves of respectively Rac, |ARac]
and ¢ac for five different p-type doping concentrations.

Starting with Figure a), it is striking that Rgc does not vary with beam sepa-
ration. This shows that ANy and ATy do not impact Rgc significantly, which justifies
our simplified model equations . Further, the experimentally observed behavior
of Rqc for increasing doping concentration follows the monotonic decrease expected by
equation . We, however, note one outlier (see higher Rgc for Pioping = 4.62 X 1018
cm™®). The existence of this outlier is not a problem in itself but it underlines how
careful one should be when trying to understand or use a signal like R4.. This signal
indeed shows very small variations (< 1%) when doping changes and, as a consequence,
it can be strongly impacted by any other effect. Unfortunately, all our homogeneously
doped samples are old and have not been monitored over the yearsﬂ The reasons for
the unexpectedly high Rq. on this particular outlier are therefore not clear. We have
actually noted quite a few outliers in our database of homogeneously doped substrates.
The study of the DC reflectance on homogeneously doped substrates therefore stops
here.

The offset curves of |AR,c| shown in Figure b) show the clear fingerprint of the
plasma component of equation (6.8). Indeed, the non-monotonic behavior of [ARac(r =
0)| for coincident beams when doping increases is in excellent agreement with the behav-
ior of |AN1| in Figure c). Interestingly, these experimental data provide evidence

5 Attempts have been made to obtain better characterized fresh homogeneously doped sub-
strates. However, NIST spreading resistance calibration standards[2] are no longer available and
manufacturers seem to only sell batches of wafers and no single wafers. The samples of critical
importance in this study (ultra-shallow junctions), however, have been fabricated during the
study itself and properly monitored (surface oxide, substrate quality,...)
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Figure 6.1: Experimental offset curves, i.e. variation with laser beam separation, of (a) the DC
reflectance Rgc, (b) the amplitude and (c) phase of the AC reflectance AR, for five homogeneously
p-doped substrates with doping concentrations ranging from 10'® to 3 x 10*® ¢cm™2. The arrows show
the trend observed when increasing doping.
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for the theoretically predicted bump of Figure ¢) in the 10'® — 10'° em ™3 doping
range. Similarly, the experimental signal decay length is observed to decrease monoton-
ically with doping, in good agreement with the behavior of Lgll in Figure d).

The discussion of Figure ¢) is slightly more complex since the impact of the
thermal component of equation is here more apparent. The phase measured for
coincident beams ¢ac(r = 0) decreases monotonically, such as expected from Figure
e). However, the measured phase variation is much larger than that calculated for
the plasma component alone (> 30° vs 7°). Actually, what is observed is the progressive
transition from a plasma-dominated behavior at low doping concentration to a thermally
dominated behavior at high doping concentration. Similarly, the signal wavelength in-
creases with doping for low and medium doping (< 4.62 x 10*® cm™?) as expected from
a purely plasma signal [Figure f)] However, at high doping it reaches negative val-
ues, which could not be explained without the consideration of the thermal component.
The wavelength would then indeed always be positive. The negative signal wavelength
at high doping is actually a consequence of the faster lateral decay in the plasma com-
ponent than in thermal component. The plasma component manages to hold a positive
phase under the pump beam but not away from it, which results in a negative signal
wavelength.

Note that no outlier remains in the experimental data of AR... In other words,
whatever caused the unexpected behavior of Rgc for the sample at Pioping = 4.62 X 108
cm ™2 does not seem to impact AR.c. This is confirmed by the quantitative study below.

6.1.1.2 Quantitative Comparison

For a more convincing picture of the ability of the model to quantitatively predict the
experimentally measured AR,. on homogeneously doped silicon, we compare in Figure
the experimental and theoretical variations with doping concentration in the four
parameters of the damped wave of equation . AR, has been measured on 18 p-
type doped samples and 2 n-type doped samples. For the sake of clarity, the theoretical
curves are only shown for p-type doping since n-type doping would yield similar results
(see Figure[4.16). To facilitate the understanding, the theoretical curves for pure plasma
and pure thermal signals are also shown.

The overall behavior of the signal on homogeneously doped substrates can be divided
into three regimes.

First, at low doping (< 10*® e¢m™®), the pure plasma signal amplitude is approxi-
mately three times greater than the pure thermal signal amplitude. AR, is therefore
plasma-dominated. The total signal amplitude shown in Figure a) is, however, al-
ways lower than the pure plasma signal amplitude due to the opposite sign of the non
negligible thermal component. Interestingly, the signal amplitude shows a bump in the
10*® — 10*® cm ™2 doping range due to the non-monotonic behavior of the fundamental
mode of the excess carrier distribution [Figure ¢)]. The signal phase in Figure c)
follows very closely the phase of the pure plasma signal. Finally, the behavior of the
signal decay length and wavelength in Figure b) and (d) is more complex since they
both depend not only on the ratios of the amplitudes of both signal components but also
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on the ratios of their decay lengths and wavelengths. As can be observed, the signal de-
cay length follows the plasma decay length while always being longer. This is due to the
slightly shorter decay length of the dominated thermal component. Due to the opposite
signs of both signal components, the lateral decay in the dominated thermal component
partially compensates the lateral decrease in the dominant plasma component, which
results in a signal decay length longer than the plasma decay length. Similarly, the signal
wavelength in Figure d) is always longer than the plasma wavelength (slower lateral
change in phase) due to the shorter wavelength of the dominated thermal component.

Second, at high doping (> 10%° cme), the signal is thermally dominated. The signal
phase follows the phase of the pure thermal signal while the amplitude is slightly lower
than the pure thermal signal owing to the presence of the plasma component of opposite
sign. The signal decay length is longer than the thermal decay length due to the short
decay length of the plasma component. The signal wavelength is equal to the thermal
wavelength since the plasma wavelength is infinite.

Finally, at intermediate doping concentrations, a transition region is observed where
commensurate plasma and thermal components of opposite signs are in tight competi-
tion. This is by far the region where the signal behavior is most complex to understand
and, therefore, to model. First, the signal amplitude decreases as long as it remains
plasma-dominated (doping < 5 x 10" ecm™?) and then rises once the pure thermal sig-
nal becomes dominant. The minimum value of the amplitude is not a zero since the two
signal components are out of phase. Second, the signal phase undergoes a very abrupt
transition approximately equal to (180° + ¢?' — ¢%"). Finally, the signal decay length
and wavelength show a very complicated behavior owing to their very subtle dependence
on the ratios of the signal component amplitudes and decay lengths. In this transition
region, both the signal decay length and wavelength can reach negative values and in-
finite values (asymptotes). In all generality, a negative signal decay length is obtained
when simultaneously two signal components of opposite signs are commensurate and the
lateral decay in the dominated component is much faster than the decay in the domi-
nant component. More specifically, in the case of homogeneously doped substrates we
are looking at, this situation only occurs for a narrow doping range around 10%° ¢cm—3
where the slightly dominant thermal component decays much more slowly than the dom-
inated plasma component. Conversely, a negative signal wavelength is obtained when
simultaneously two components of opposite signs are commensurate and the dominant
signal component decays faster than the dominated component. This is observed for a
relatively wide doping range around 10'® ¢cm™ where the dominant plasma component
decays faster than the dominated thermal component. An infinite signal decay length
(resp. wavelength) occurs when the lateral decay (resp. lateral phase shift) in the domi-
nant and dominated components perfectly compensate each other. The position of these
asymptotes is even more complex since it further depends upon the phase difference and
wavelength ratio of the two components.

Let us now look at the experimental data also presented in Figure[6.2] Their agree-
ment with the theoretical curves is excellent in all three regions, i.e. even in the very
complex transition region. Notice, for example, the correctly predicted positions of the
asymptotes of both characteristic lengths in Figure b) and (d). Further, the bump
on the signal amplitude predicted by our theory is observed experimentally, but it has
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Figure 6.2: Variation with doping concentration in (a) the amplitude at » = 0, (b) the signal
decay length, (c) the phase at » = 0 and (d) the signal wavelength of the AC reflectance AR, on
homogeneously doped substrates. The theoretically predicted signal values for the total signal on
p-type doped substrates (full lines) are in good agreement with the experimental data on both n- and
p-type substrates. The theoretical pure plasma signal (dashed lines) and pure thermal signal (dotted
lines) are also indicated for completeness. The size of the experimental symbols is not representative
of the error bar which is too small to be shown on the plotted scale (Appendix .
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a lower magnitude.

Though the agreement is good, it remains unsatisfactory in the low doping range,
which is of the highest interest to this study. At low doping concentrations, both the
experimental decay length and wavelength are closer to the pure plasma signal values
than the total signal. This seems to indicate that our model slightly underestimates
the ratio of the plasma component to the thermal component. We come back to this
important observation in Sections [6.2] and [6.3]

For the sake of completeness, note that an estimation of the normalization factor
Iy and phase 6 is needed to compare theory to experiments like in Figure[6.2] In this
Figure, we take I'o = 4130 and 6y = —57° so as to align the low doping values of the
amplitude and phase. Li® and A,c are, however, independent from these factors.

6.2 Box-like Doping Profile

Let us now summarize the various contributions to the measured signals in the case
of a box-like doping profile. Just like for homogeneous doping, two effects are to be
reported. First, the equilibrium carriers due to the box-like doping profile modify the
steady refractive index profile (Chapter and hence Rg4c (Chapter . Second, as
a consequence of the pump and probe lasers shining on the sample, an excess carrier
distribution and an excess temperature distribution are generated. As shown in Chapter
[l these two distributions can easily be derived from the distributions generated in a
homogeneously doped substrate, as found below the doped layer. In comparison with
the homogeneous doping case of the previous Section, the specificity of the present
Section is that the equilibrium and excess carriers show an abrupt in-depth change in
concentration at the junction depth, inducing a similar abrupt change in refractive index.

In other words, using equations (2.17)) and (3.16[), R4c can be written

Rac = Ro {1 — n245 1 mithoping [1- cos(47rnoXj//\probe)]} for p-type doped layers
z_
(6.9a)
48 1
Ric =Roq1— v m—Ndoping [1 — cos(4mnoX;/Aprobe)] ¢ for n-type doped layers.
0 e

(6.9b)

Equations neglect the impact of the steady excess carrier and temperature distri-
butions on Rqc [see e.g. Figure [6.3(a)]. They also assume low doping in the substrate.
Finally, notice that, in agreement with formula and the general conclusion of
Chapter we have neglected any possible variation in the optical constants due to
BGN. As a consequence, the sin(47noX;/Aprobe) contribution to the signal vanishes.
For further discussion of this approximation, we refer to Appendix

The AC reflectance, also assuming negligible impact of BGN on the optical constants,
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can be written
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thermal component

Equations and are our model equations to explain the behavior of Rgc
and AR.. on box-like doping profiles. The addition of the excess carrier and tempera-
ture distributions obtained in Figure and (only low doping region) as well as
Figure [5.4] complete our model. In summary, the DC reflectance Rg4. shows sensitivity
to both layer doping and junction depth. In particular, R4 increases linearly with the
doping concentration. As for the AC reflectance AR,, it is a three-component signal.
The first component is the layer plasma component, related to the excess carrier concen-
tration in the doped layer. This component always has the phase and wavelength of the
plasma component on a homogeneous sample. The second component is the substrate
plasma component, linked to the excess carrier concentration in the substrate. It has
the wavelength of the plasma component on a homogeneous sample. However, due to
the interference between the surface and interface modulated reflections, the sign of this
component changes at a junction depth X; = Aprobe/(8n0) (& 22 nm). Its phase can
therefore either be the same as on a homogeneous sample (X; < 22 nm) or 180° out of
phase (X; > 22 nm). This remark is of the utmost importance for the general under-
standing of the signal behavior. The third and final component is the thermal component
which is the same as the thermal component on a homogeneous silicon substrate. Note
that, like Rac, ARac is sensitive to layer doping and junction depth. However, only the
layer plasma component of AR, is sensitive to doping. The sensitivity to doping conse-
quently decreases with increasing doping [Figure or equation ] This explains
why no correlation between AR, and dose or sheet resistance can be found. This is very
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6. ASSESSMENT OF THE MODEL

different from the behavior of R4, which has shown very high correlation with sheet
resistance [92]. This important difference between the behaviors of the two measured
signals should be kept in mind for Chapter [7]

6.2.1 Comparison of the Model with Experimental Data

Similar to the case of homogeneously doped substrates, we separate the discussion into
the qualitative behavior of experimental offset curves in Section and the quanti-
tative comparison with our model in Section [6.2.1.2]

6.2.1.1 Qualitative Comparison

Experimental offset curves measured on CVD box-like profiles are shown in Figure [6.3]
for two different p-type doping concentrations in the layer (CVD12 matrix, see Appendix
IA.3). First, looking at the DC reflectance [Figure a)], we clearly see that, at least
qualitatively, it follows formulas quite nicely. In particular, as assumed above, the
curves are flat, which confirms that the time-independent excess carriers and tempera-
ture are not observed. It can also be seen that R4. decreases when the depth of the box
varies from 0 to approximately 44 nm (=Aprobe/(4n0)). For deeper layers, Rqc increases
with depth in agreement with the cosine behavior of formulas . As expected also,
the amplitude of the variations in Rq4. increases when the doping increases.

Figure b) shows the offset curves of |AR.c|. When the beams are aligned, a
non-monotonic behavior is observed when X; varies, indicating the dominance of the
plasma component over the thermal component. We will see in the next paragraphs
that this behavior is a rectified cosine (| cos|), as suggested by formula . Further,
the amplitude of the cosine seems to increase when the layer doping increases. The
behavior of the signal decay length, however, is difficult to determine based on this
figure. Nonetheless, one clear observation is that the signal decay length is very close
to that measured on a lowly doped substrate for very shallow X;. The other, less clear,
variations are discussed in the next Section.

Figure c¢) shows the offset curves of ¢ac. The phase for coincident beams also
shows a non monotonic behavior. It is remarkable that, except for a couple of layers, the
measured phase is either about 120° for depths below 30 nm or about -40° for deeper
layers. This behavior is due to the sign change of the substrate plasma component at
22 nm. It can also be observed that, for low doping, the phase transition occurs for
deeper layers. This transition can be explained from the competing behavior of the sub-
strate and layer plasma components, the latter being larger at low doping (Figure .
Similarly, we see that the signal wavelength varies with depth but the behavior seems
to be complex, just like that of the decay length. It can, however, be observed that
the signal wavelength is approximately 120 ym when the phase is not in the transition
region. This is about the wavelength of the plasma wave on a lowly doped substrate
(see e.g. Figure , which clearly indicates a plasma dominated behavior. In the
transition region, negative wavelengths are observed. This is a consequence of the fast
decay in layer plasma component which manages to hold the phase positive under the
pump beam but not away from it.
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Figure 6.3: Offset curves, i.e. variation with laser beam separation, of (a) the DC reflectance Rgc,
(b) the amplitude and (c) phase of the AC reflectance AR,. measured on p-type layers with various
junction depths ranging from 0 to 60 nm and active doping concentrations of 1.3 x 10'% and 6.4 x 10*°
cm ™2 (values based on sheet resistance measurements with an assumed bulk mobility). All layers were
grown on lowly doped device-quality substrates, the behavior of which is shown by the thick black
line. The arrows show the trend observed when increasing junction depth.
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6.2.1.2 Quantitative Comparison

Based on the previous observations, it seems that there is a good qualitative agreement
between formulas and and Figure However, just like for homogeneously
doped substrates, we would like to compare quantitatively the results of the developed
model with the experimental data. For this purpose, we focus on the experimental data
measured on the layers of the CVD12 matrix as above (layer doping Pioping = 1.3 x 10"
cm™® and 6.4 x 10'° cm73), complemented with one set of the CVD13 matrix (layer
doping Pioping = 3.3 x 10! ecm™2). The comparison between our theoretical predictions
and the experimental data measured on these layers is shown in Figure [6.4

The quantitative discussion of the variations in Rqc is fairly simple. We show in Fig-
ure a) that this signal varies cosinusoidally with X;. In particular, based on three
different doping concentrations in the 1 — 6 x 10'° ¢cm ™2 range, we show that the model
gives very good agreement with experimental data. Notice, however, that the doping
concentration used to fit the experimental Rq4. is 75% higher than the value based on
sheet resistance measurements, independently from the doping concentration. This dis-
crepancy is looked at in Section [6.3.1]

The quantitative discussion of AR, is more complex. The main complication lies in
the very high sensitivity of ARac to the accuracy of the calculated substrate injection.
On a box-like doping profile, AR,. indeed depends on the excess carrier concentration
in the substrate through two of its components, i.e. the substrate plasma component
and layer plasma component. In other words, an error on the calculated excess carrier
concentration in the substrate would propagate and lead to unacceptable results. It is
therefore of critical importance that the excess carrier distribution in the substrate be
correctly calculated. Yet, Section [6.1] shows that the agreement between the model and
the measurements on homogeneously doped silicon, though good, is not 100% quantita-
tive. In particular, a possible small underestimation of the plasma component has been
noted. For this reason, we propose a new calibration procedure providing an improved
calculation of ANgyubo, ANsup1 and AT;. Rather than using the distributions derived di-
rectly from our calculations, we propose to combine the insight offered by the developed
theory and the experimental data measured on a lowly doped substrate. The proposed
calibration procedure is as follows:

e we measure the experimental offset curve on a lowly doped substrate, such as the
one the CVD layers have been grown on (e.g. before growth of the layer)

e we fit equation and the three-dimensional linear ambipolar and heat diffusion
equations [equations (4.60b)) and (4.60d))] to the measured curves with the uniform
ambipolar diffusivity and the uniform carrier lifetime as fitting parameters. The
fitting algorithm actually also involves the normalization factor I'g and phase 6.
Importantly, this fitting procedure gives a unique solution. The slopes of the
measured curves indeed give access to the ambipolar diffusivity and the carrier
lifetime (see e.g. the asymptotic behavior of Lgll and AP! in Figure. Further,
T'g and 6Oy are fixed by the values of the signals themselves.

o ANsup1 and ATy are direct outputs of the fitting procedure. Note that the ob-
tained distributions are very close to the distributions calculated in Chapter [
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6.2. Box-like Doping Profile

Typically, on a lowly doped substrate, a 2 x 1077 s carrier lifetime is obtained,
in good agreement with Auger recombinations at the expected injection. The
obtained ambipolar diffusivity, however, is about 4 cm?s™!, i.e. about two times
smaller than the theoretical values (see e.g. Figure . As a consequence, the
obtained |ANgyp1| is about 30% higher than calculated, while the temperature is
roughly unchanged. The decay lengths, wavelengths and phases of both compo-
nents remain approximately unchanged (< 5% difference). This discrepancy is

looked at in Section [6.3.2.1!

® ANgupo is calculated based on the steady linear ambipolar diffusion equation [sim—
ilar to equation with the consideration of the probe laser], assuming the
uniform ambipolar diffusivity and carrier lifetime derived in this procedure. The
obtained ANgup0 on a lowly doped substrate is roughly 30% higher than the cal-
culated one due to the lower ambipolar diffusivity. The decay length, wavelength
and phase are approximately the same as their calculated counterparts (< 5%
difference).

Notice that, besides providing a simple and direct access to ANgyupo, ANgyp1 and
AT, this calibration procedure shows some other great advantages. First, values for the
normalization factor 'y and phase 6y are derived consistently. These values would have
had to be assumed otherwise (see e.g. Section for homogeneous substrates). Second,
the procedure can be generalized to other substrates, e.g. with preamorphization. This
proves very useful in Section [7.2] Finally, given that D, is measured rather than cal-
culated, the modeling error is also reduced (Section . The calibration procedure
is, however, still perfectible. First, it assumes a fixed value for the absorption coeffi-
cients and irradiances of both lasers. Any actual variation in any of these coefficients
during the measurements (e.g. plasma-induced BGN, long-term instability of the laser
irradiances,...) would therefore mistakenly be attributed to variations in I'g. Second, it
assumes uniform values of D, and 7. We will see in Section [7.2] that this assumption is
quite detrimental in the case of preamorphized substrates. We, however, still believe this
new calibration procedure is a great improvement over the previously used procedure,
which would attribute all the possible variations to changes in the measured profiles.

The results based on our model equation and on the proposed calibration
procedure are shown in Figure [6.4b) to (e) for three doping concentrations in the 1 —
6 x 10" cm™ range. The values of the normalization factor and phase obtained by
fitting of the substrate offset curves are I'g = 2857 (a.u.) and 6y = —61°. We separate
the discussion of the signal behavior into three. First, we focus on highly doped layers
(red curves). We then proceed to the case of moderately doped layers (black curves)
and finish with the lowly doped layers (blue curves).

Let us first discuss the case of a high doping concentration in the layer (red curves).
The signal amplitude shown in Figure b) follows a rectified cosine (| cos|) behavior,
which indicates a dominant substrate plasma component. The amplitude reaches a
minimum at X;mnsjtm“ ~ 22 nm as a result of the sign change of the substrate plasma
component. More precisely, X;"”‘Sition corresponds to the depth where the substrate
plasma component and layer plasma component are equal but of opposite signs (if the
thermal component is neglected) and is therefore deeper than 22 nm (25 nm in this
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Figure 6.4: Variation with junction depth in (a) the DC reflectance Rqc, (b) the amplitude at
r = 0, (c) the signal decay length, (d) the phase at » = 0 and (e) the signal wavelength of the AC
reflectance AR,. measured on p-type doped layers with doping concentrations 1.3 x 10'° ¢cm ™3 (blue
circles), 3.3 x 10'® cm ™3 (black asterisks) and 6.4 x 10 em ™2 (red triangles). These active doping
concentration values are based on sheet resistance measurements and an assumed bulk mobility. The
theoretically predicted signal values for the total signal on p-type doped substrates (colored lines) are
in good agreement with the experimental data though the active doping concentrations shown do not
match the experimental values. The active doping concentrations for the theoretical values of Rgc
and AR, also are different. The size of the experimental symbols is not representative of the error
bar which is too small to be shown on the plotted scale (Appendix 4
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th_ransition

highly doped case). An approximate expression of can be found by solving

_ —|AN;1 /ANgyup|
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COS(4ﬂ_n0X]t_ransition/)\probe) (611)

Note already that the signal behavior around X *"1"°" ig very complex since all three

signal components are roughly equal. Moving on to the signal phase, shown in Figure
d), it is first very close to cb’l’l for X; < th-rar‘smo“ and then undergoes an abrupt
transition at X ;ransmon due to the sign change of the substrate plasma component. The
total phase variation is almost equal to 180°, but is slightly smaller due to the different
phase of the thermal component. As can be expected, the discussion of the signal decay
length and wavelength shown respectively in Figure[6.4|c) and (d) is very complex owing
to the presence of three signal components. We therefore keep the discussion simple and
focus on the possibility for negative values. Starting with the signal decay length, the
conditions for a negative signal decay length are found in a narrow X, range deeper
than X ;r‘msmon. In this region, indeed, the substrate and layer plasma components are
commensurate and of opposite signs and, simultaneously, the dominated layer plasma
component decays faster than the dominating substrate plasma component. This ex-
plains the negative signal decay length when X; > X ;ra“itio“. A similar argument holds
for the negative signal wavelength. For junction depths included approximately between
22 nm and X" the substrate and layer plasma components are commensurate
and, simultaneously, the dominant layer plasma component decays faster than the dom-
inated substrate plasma component. As a result, the signal wavelength is negative in
this narrow X; range.

Second, for layers with an intermediate active doping concentration (black curves),
the behavior is similar. The observed differences with respect to the red curves (higher
doping) are due to the larger AN; and, hence, the higher amplitude of the layer plasma
component. First, the transition region moves towards deeper Xj, i.e. X;ra“Sition ~ 32
nm. Second, the X; ranges where a negative signal decay length or wavelength can be
found widen dramatically.

Finally, the lowly doped layers (blue curves) show quite a different behavior. The
reason for this difference is that |[AN;1 /ANgup1| > 0.5. In this case, equation
predicts that no transition should occur since the layer plasma component is larger than
the substrate plasma component independently from X;. This is indeed what is ob-
served. As a consequence, the phase and decay length remain approximately equal to
respectively qﬁﬁ’l and lel independently from X;. Note, however, that the dominance of
the layer plasma component independently from X; allows a negative signal wavelength
on a very broad X, range.

This overall theoretical behavior is in very good agreement with the experimental
data. In particular, Figures [6.4b) and (d) show the excellent agreement between the
measured and theoretical values of the amplitude |ARa.(r = 0)| and phase |pac(r = 0)]
for coincident beams. The agreement between calculated and experimental signal decay
lengths L} and wavelengths Aac respectively in Figure c) and (e) is also satisfactory.
Note that most of the observed discrepancies between experimental and theoretical L3°
and Aac are just a consequence of the definition of these characteristic lengths. It has to
be reminded that, though AR,. has been defined as a damped wave in equation ,
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it is actually the superposition of three of them [equation ] It can therefore be
expected that, in order to have well-defined signal decay lengths and wavelengths, one or,
at most, two signal components must be dominant. This is the case on homogeneously
doped substrates, where a very good agreement has indeed been found between the
theoretical and experimental values of these characteristic lengths. Very importantly,
Figure c) and the related discussion in Section of the next Chapter confirm
that our model accounts for the lateral behavior of AR,. with great accuracy.

As a consequence of the observed good agreement, the model equation can
therefore be believed to quantitatively model the variations in AR,.. However, it can be
noticed that the active doping concentrations needed to obtain the theoretical curves of
Figure [6.4] are different from the ones derived by sheet resistance measurements. They
are also different from those needed for R4.. More particularly, the sensitivity of ARac
to doping seems to be overestimated by the model. In Section [6.3.2.2] below, we deter-
mine the possible explanations for the disagreement.

As a final remark, note that Appendix [AZ5] studies qualitatively the behavior of
AR, on n-type layers and shows that they behave similarly to p-type layers. They
do not directly appear in this Chapter because, unfortunately, these layers were grown
in the early phase of this project. As a consequence, it is impossible to study them
quantitatively. We indeed have no measurement on the homogeneous substrate before
growth of the CVD layer and can therefore not apply our calibration procedure. Further,
these n-layers have been grown on substrates of low quality (monitor wafers). This proves
to strongly reduce the repeatability of the technique as already mentioned and as shown

in Appendix

6.3 Discussion of the Modeling Error

As confirmed in the previous Sections of the present Chapter, our model equations give
very satisfactory agreement with experimental data. It cannot be claimed, however,
that the model is perfectly quantitative. Some discrepancies between experiments and
theory have indeed been observed both on the DC and AC reflectances. We would like
to investigate the most likely causes for the disagreements. Note that, in spite of the
important conclusions drawn in this Section, the model will remain as discussed thus far.
This Section therefore must be considered as an open discussion. It also contains some
of our recommendations for future work and for possible improvements of the model.

We separate this study into two items. First, we look at the discrepancies observed
on Ryc in Section[6.3.1] Section [6.3.2] then focuses on the error on AR,c.

6.3.1 Modeling Error on R4

Figureshows that our model equations correctly predict the behavior of R4, on
box-like profiles. Nonetheless, we have noticed that our model only fits the experimental
behavior of Rg. if we use doping concentrations 75% higher than expected from accurate
(zero-penetration) sheet resistance measurements. Two causes are likely to explain this
discrepancy.
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First, the difference could be attributed to a possibly underestimated electrorefrac-
tive effect in our model. As already mentioned in Chapter [3} this underestimation is
likely since large variations in the quantification of the electrorefractive effect have been
published[112] (up to a factor 10 variation).

Second, the observed difference can equally come from an error on the active doping
concentration derived from the sheet resistance measurements. As already mentioned
in Section [[:2.1.3] sheet resistance measurements give access to the conductivity in the
layer, not its active doping concentration. In other words, a value of the majority carrier
mobility is needed to access the active doping concentration. We have made use of the
bulk mobility values given by Ref. [64]. It is, however, well-known that mobility in
a doped layer is degraded (up to 30%) by the presence of inactive dopants [30]. The
derived active doping concentration, which we have here called ”experimental”, should
therefore only be taken as a lower limit of the active doping concentration.

The discrepancy observed on Rqgc is likely to be due to both error sources. It is
unfortunately not possible to determine which, if any, is dominant. To solve this problem,
we recommend to run mobility measurements on the full matrix of p-type CVD layers,
e.g. with a Hall-based technique [97, [88]. Knowing the actual values of the majority
carrier mobility in the layer, the correct active doping concentrations will be found. As
a consequence, an experimental value for On/9P will be derived. We also recommend to
run the same experiment on n-type layers so as to determine an experimental value for
On/ON. This is obviously needed for the quantitative understanding of Rq. on n-type
layers. As we show below, it is also needed so as to improve the modeling of AR,. on
both p- and n-type layers.

6.3.2 Modeling Error on AR,
Figures and show that our model equations and (6.10) correctly predict

the behavior of AR, respectively on homogeneously doped substrates and on box-like
profiles. However, the quantitative comparison between experiments and the results of
our model highlights two main issues. First, measurements on lowly doped substrates
underline the underestimation of the ratio of the plasma component to the thermal com-
ponent. We study the possible sources for such an error in Section Second, the
modeling of the dependence of AR,. upon doping needs to be improved. In particu-
lar, we have noticed an overestimated sensitivity to doping. The origin of this effect is
discussed in Section

6.3.2.1 Underestimated Plasma-to-Thermal Component Ratio

The experimental data on lowly doped substrates show that the ratio of the plasma
component to the thermal component is slightly underestimated by the model (see sig-
nal decay length and wavelength in Figure |6.2). Three possible error sources can be
considered.

The first error source is the possible underestimation of the electrorefractive effect.
This effect has also been mentioned as a likely source of error in the modeling of Rgc.
The fact that this effect is observable on both R4. and AR.. cannot be a coincidence
and is considered as a confirmation of the underestimated electrorefractive effect. As a
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consequence, the problem should, at least partially, be solved when experimental values
for On/OP and dn/ON are measured, as we suggest in Section above.

The second possible source of error lies in the underestimated excess carrier concen-
tration. Two arguments are in favor of the underestimation. First, we have mentioned
in Section that our model underestimates the band-to-band absorption coeffi-
cient aprp. We have also shown how much this parameter can affect the excess carrier
concentration (Figure . Second, we have seen that, in order to fit the slopes of
the offset curves measured on homogeneously doped substrates, a reduced ambipolar
diffusivity is needed (Section, leading to a 30 % increase in excess carrier concen-
tration. Physically speaking, this reduction in ambipolar diffusivity is in contradiction
with the excellent agreement between the theoretical and experimental D, values shown
in Figure[£:5] One way of having theory and experiments to agree is to speculate that the
BGN counter-diffusive terms DZSY and Df &N start to impact the ambipolar diffusivity
significantly at excess carrier concentrations of the order of 10'® cm™2, i.e. for larger
injections than the experimental data of Figure[{.5] In that case, at high injection, their
negative contribution DESGN t6 the ambipolar diffusivity

D(]?GN NpDEGN + MHDEGN

Hn + pp
_ __HnHyp 1| 0K,
= /Ln+,LLpANq'3AN . (6.12)

would lead to a reduced ambipolar diffusivity. This, in turn, would increase the excess
carrier concentration and, therefore, generate a positive feedback loop. In any case,
both the underestimated aprs and overestimated D, point towards the importance of
an accurate quantification of the plasma-induced BGN in our study. Note that plasma-
induced BGN can be accounted for by the model we use [94] but it has not been checked
experimentally (only doping-induced BGN). We therefore believe this problem would be
partially solved with a better quantified plasma-induced BGN model.

Interestingly, the underestimated carrier injection can also serve as a justification
for an assumption which we have made in this thesis. We have assumed a zero surface
recombination velocity (SRV) at all boundaries. The initial reason is that this effect
cannot be modeled quantitatively[41]. We now can see that this assumption is acceptable
since adding a nonzero SRV at any boundary would have led to a further reduction in
carrier injection. We believe the negligible values of the SRV in this work can be partially
explained by the high modulation frequency of TP. A diffusion-limited behavior indeed
shows little sensitivity to recombinations (see e.g. Section . Another explanation
lies in our measurement procedure (Appendix where the signals are recorded only
about 25 s after starting shining the pump and probe lasers on the sample surface. This
indeed tends to charge the oxide and therefore to reduce the SRV[36].

As for the third source of error, i.e. the possible underestimation of the excess
temperature of thermorefractive effect, we do not have any evidence for it. We therefore
suggest this effect should be looked at when the above-mentioned two problems are
solved.
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6.3.2.2 Overestimation of the Sensitivity of AR,. to Layer Doping

The active doping concentrations needed to fit the experimental behavior of AR,. on
box-like profiles in Figure[6.4]do not match the active doping concentrations derived from
sheet resistance measurements. In particular, it has been observed that the sensitivity
of AR, to doping seems to be overestimated. This sensitivity can be calculated from
the following derivative

‘ OAR,. | '8ARaC OANy,
anoping 8ANZ1 8Pd0ping
4R, 1,1 dANy
=z 1I‘0B(me + mh) |1 — cos(4mno X, /Aprobe)| ‘8Pdoping . (6.13)

The previous considerations of the modeling error in this Section have implied that the
Drude f factor and the electrorefractive effect it embodies are actually underestimated.
The error would therefore originate from an overestimated |OAN;1/0Paoping|- In cases
of low injection (high doping) in the doped layers, we have, using equation

‘ OANu | _|__ 0 [28NewoANewn (B — B
0 Paoping 0Paoping Paoping P ko T
su su El — Esub aEl
_2ANwno|ANoun| By~ B\ | 1 OF, L\ (6.1
Pdoping ka ka 6Pdoping Pdoping

Apparent from equation is that an overestimated sensitivity to doping is likely to
come from overestimated values of ANgyp0, i.e. of the steady carrier injection level below
the doped layer. We believe this is a direct consequence of our supposed independence
of the substrate injection from the doped layer. As can be seen in Figure [5.3] though
the fundamental mode of the excess carrier distribution in the substrate is expected
to vary little with the doped layer, its constant mode decays quite strongly for highly
doped layers (= 20% for a layer doping concentration of 2 x 10°* cm™2). To enhance
the accuracy of the model, it is therefore critical that this effect be taken into account.
Two solutions can be considered. First, on the theoretical side, one should go back
to the full time-dependent (or steady periodic) drift-diffusion simulations. As already
mentioned, however, both the implementation and resolution of this problem are complex
and time-consuming tasks. An alternative, experimental, solution is to increase the
pump irradiance and, thus, reduce the impact of the depletion effect observed in Figure
We obviously recommend the latter experimental solution. It is very interesting to
note that, as can be seen in this Section, ANsupo is overestimated while, as shown in
the previous Section, ANgyp1 is underestimated.

Further, plasma- and doping-induced BGN effects also appear in equation via
respectively E;“b and E_f,. They can therefore also be identified as a source of error.
Their presence as argument of an exponential shows once again that very high accuracy
is needed for the BGN model.

Note, finally, that the presence of inactive dopants in the doped layers could also
explain partly the observed overestimated substrate injection [I2]. However, the high
activation of our CVD layers (> 50%) lets us think that this effect is marginal.
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6. ASSESSMENT OF THE MODEL

6.4 Summary

In this Chapter, we have derived model equations to explain the experimental behavior
of the DC reflectance R4. and AC reflectance AR,c.. These equations read respectively
for a homogeneously doped substrate

RSubstrate —_p {1 — Pdopmg} for p-type doping (6.15a)

453
mp(nd —1)
Rggbstrate =Ry |:1 — me(n f Ndopmg:| for n-type doping (6.15b)

7o

T exp(—ifo) {—5( L )AN(F) +8AT ()|, (6.150)

ARSélbstrate(r) _ 4R0
Me mp

2 _
ng — 1

and for a box-like profile

RE =R, {1 — n24€ - miPdoping 1- cos(47m0Xj/)\pmbe)]} for p-type doped layers
0 h
(6.16a)
Box 4/8 1
Ry =Roq1— - ﬁNdoping [1 — cos(4mnoX;/Aprobe)] p for n-type doped layers
0 e
(6.16b)
ARE™(r) = ;lRO Ty exp(—ibo)
ng —1
) { =B+ AN ()]~ cos(4mnoX; /Aprone)]
me mn il Ap
1 1
- B( - p— YA Ngup1 (1) cos(4mno X/ Aprobe)
1 OATY (r)}. (6.16¢)

These equations, together with Figures (red curves), (red curves) and
constitute our model. The model has been tested on homogeneously doped substrates
and p-type CVD layers. Though the model is in good agreement with experimental
data, the doping dependence of both R4c and AR, still requires some improvement.
Some suggestions and directions have been given to refine the model.

To conclude, let us write our model equations for an active doping profile with an
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arbitrary shape

+o0 )
RErofile _po {1 _ 481 |:Pdoping(z =0) +/ 9Paoping(2) cos(47moz/)\pmbe)dz} }

n3 —1my ot 0z
for p-type active doping profiles (6.17a)
rofile 45 1 Foo aNdo ing (2

RErefle R {1 T2 —1mn {Ndoping(z =0)+ /0+ %() cos(47rngz//\probe)dz] }

for n-type active doping profiles (6.17b)
ARF () =20 1 o (~ifo)
ng—1
1 1 T IAN (1, 2

X { - ﬂ(me + m—h) |:AN11(7‘,Z =0)+ /0+ # cos(47rn0z/Apmbe)dz}
+ (5AT1(T)}. (6.17¢)

which, together with equation (5.8), Figures and [4.15| constitute our model to
explain the behavior of the DC and AC reflectances on active doping profiles of arbitrary
shape.
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Chapter 7

Application of the Model to
Carrier Profiling

In the previous Chapters, we have developed, tested and commented a physical model
to explain the general behavior of the DC reflectance R4c and AC reflectance AR,
as measured with TP on homogeneously and non-homogeneously doped silicon. In this
Chapter, the insights of the previous Chapters are put together in order to solve the
inverse problem. In other words, in this Chapter, we show how to deduce information
about unknown active doping profiles based on TP measurements. We start, in Section
by showing that it is possible to determine the junction depth of a box-like doping
profile based on AR,.. This signal has indeed shown a strong sensitivity to junction
depth [equation ] Using AR, is a very promising approach for the non-destructive
determination of the junction depth of an unknown doping profile. It is of particular
interest to mention that, though modeling is involved in the development of the X;
determination technique, the derivation of the X; value itself is based on processing
of experimental data only. This is of course a great advantage since we have shown
that the layer-doping dependence of AR,c is yet to be better quantified. Further, since
the ultimate objective of this work lies in the reconstruction of complete active doping
profiles, we develop, in Section[7.2] a model-based method for full profile characterization
by combining the use of AR,. offset curves and R4.. We will see that this technique
shows a promising agreement with other carrier and dopant profiling techniques, with
the great benefit of being non-destructive, local and fast. We will also underline the
current limitations of the technique.

Interestingly, in the course of this Chapter, we will find some additional confirmation
of the ability of our model equations to explain the qualitative and quantitative behavior
of Rge and ARac.
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7. APPLICATION OF THE MODEL TO CARRIER PROFILING

7.1 Model-Free Determination of Junction Depths

As clearly highlighted in formula , AR, is very sensitive to X;. However, though
this signal varies also with the doping concentration in the layer, the sensitivity to the
latter drops at the high doping concentrations needed to make efficient USJs (> 10%°
cm™®). In other words, AR, is certainly a very promising signal to help determine X;
but, on its own, is quite unlikely to be useful for full profile reconstruction. It also has
to be recalled that the variations in AR,. with layer doping are not accounted for with
sufficient accuracy by our model (Chapter @ In this Section, we therefore focus on the
use of AR, for the extraction of Xj;.

In order to isolate X; in the expression of AR.., we somehow have to cancel the other
dependencies of AR, and thus the layer plasma and thermal components. In order to
reach that goal, we first propose to use offset curves in Section We show that it is,
in theory, possible to derive an absolute value of the junction depth of a box-like doping
profile. Second, in Section [7.1.2] we develop an alternative technique for the relative
determination of X;. Advantageously, these two techniques do not involve any modeling
in the X; determination, at the expense of one or two calibration measurements.

7.1.1 Absolute Determination of Junction Depths

The main requirement for the determination of X; from AR,. measurement is to elim-
inate the layer plasma component as well as the thermal component. The solution
investigated in this Section is the separation of the laser beams, i.e. offset curves. Based
on the decay lengths observed in Figures [£.14[d), (red curves) and it is
obvious that the three signal components of equation (6.10) do not decay laterally at
the same pace. In particular, our calculations show that the substrate plasma compo-
nent has the largest decay length (= 2.7 pm). In other words, for sufficiently separated
beams, the substrate plasma component is the only remaining signal component, i.e.

4Ry 1

M OX . 1
Tli)rgo ARE™(r) = - 1I‘0 exp(—z@o)ﬁ(mE + m—h)ANsubl (r) cos(4mno X [ Aprobe),
(7.1)

where X; is now the only parameter linked to the doping profile. Similarly on a homo-
geneously doped substrate, we also have
lim ARSIstrare () — — _AR0_po oot +

r—oo n% —1 Me mp

)ANsup1(r). (7.2)

Since the fundamental mode of the excess carrier distribution in the substrate is inde-
pendent from the doped layelﬂ we have, when taking the ratio of formulas (7.1) and

(7.2),
Box
lim ARac (T)

e W = COS(47Tn0Xj/)\probe). (73)

1We believe it is important to remind that AN, is expected to vary with the layer doping,
ANgyp1 is not (Figure [5.3).

126



7.1. Model-Free Determination of Junction Depths

The meaning of equation is that the ratio of the signals measured respectively on
the studied sample and on a lowly doped substrate such as the one underlying the doped
layer should give an easy access to the junction depth of the sample if the pump and
probe beams are sufficiently spaced apart. In other words, the junction depth of a doped
layer can be determined by

X; = Zp;:i::; arccos LILIEO r}?‘éi%il(;)(r)]

if X; < %"se ~ 44 nm (7.4a)
X, = A S arecos [JE& A}%?k%iz;)(r)}

if %‘1‘)’@ ~44nm < X; < A;Ti‘:’ ~ 88 nm, (7.4b)

if we limit our study to sub-88 nm layers. These are our equations for the absolute
determination of junction depths. Notice that, equations show that the derived
X is unique only if one focuses on sub-44 nm junction depths. For real junction depths
of USJs, this is obviously not a problem (X; < 20 nm). In our investigations, however,
both formulas and are needed (CVD12 and CVD13 have X; < 60 nm).

Before testing this technique on real measurements, we would like to point out that
the right-hand side of equation (|7.3) is a real constant. As a consequence, concerning
the left-hand side, it is expected that:

e its amplitude should vary in the first one or two micrometer separation, corre-
sponding to the faster decay in thermal and layer plasma components. For larger
separations, its amplitude should saturate and become independent from the beam
separation,

e its saturation value at large beam separation should correlate with cos(4mnoX; /Aprobe ),
i.e. its amplitude should be included between 0 and 1,

e its phase can have any value in the first one or two micrometers but should be
equal to 0° or +/ — 180° for larger separations.

Any other behavior would be in conflict with equation (7.3]). Interestingly, this provides
a verification procedure for the safe use of the developed X; determination technique.

Let us apply this technique to the CVD12 matrix, the offset curves of which are shown
in Figure Based on these experimental curves, we calculate the ratio A RS /A RSubstrate,
the amplitude and phase of which are shown in Figures a) and (b) respectively.

Let us first look at the behavior of the amplitude of the ratio shown in Figure[7.1](a).
It can be observed that, as expected from equation , the curves corresponding to
shallow junctions (< 35 nm) flatten after one or two micrometer separation. Further,
the saturation value of all curves lies between 0 and 1. However, for deeper junctions,
the expected saturation is not observed, invalidating equation . Note that the
saturation behavior of all curves can be explained by a decaying layer plasma component
(see discussion of the accuracy in Section . In conclusion, from the behavior of
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Figure 7.1: Offset curves, i.e. variation with laser beam separation, of (a) the amplitude and (b) the

phase of the ratio of the AC reflectance ARBOX measured on p-type layers divided by the AC reflectance

ARSUbstrate peasured on a lowly doped substrate [left-hand side of equation ] as measured on

the CVD12 matrix. The junction depths range from 0 to 60 nm and the doplng concentrations are
1.3 x 10'2 em ™3 (dashed lines) and 6.4 x 10*° ¢cm™3 (full lines). These active doping concentration
values are based on sheet resistance measurements and an assumed bulk mobility. All layers were
grown on lowly doped device-quality substrates, the behavior of which is shown by the thick black
line. The arrows show the trend observed when increasing junction depth.

the amplitude of the ratio, it seems that the technique could only be applied successfully
to sub-35 nm junction depths.

The behavior of the phase of the ratio shown in Figure b) confirms the obser-
vations made on the amplitude. The phase of the ratio is indeed ~ 0 for ultra-shallow
layers, independently from the doping concentration in the layer. However, for deeper
layers, we observe that the phase goes down to -180° but never reaches that value.
This behavior is also a consequence of the presence of a non negligible layer plasma
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7.1. Model-Free Determination of Junction Depths

component.

In other words, the verification procedure is only validated in a few cases, which
tends to indicate that the technique may lead to erroneous junction depth values. To
confirm this statement, we compare the TP absolute junction depths, as derived from this
technique, to the values measured with SIMS on the CVD12 and CVD13 matrices. We,
in particular, use the value of the ratio at 4 um separation to obtain the results shown
in Figure The correlation is acceptable for the ultra-shallow samples (X; < 20 nm),
i.e. for the layers which complied with the verification procedure. For deeper layers,
however, the correlation is quite poor. In the next Sections, we further discuss the
correlation observed in Figure [7.2] and determine whether the lack of correlation is due
to a low precision (Section [7.1.1.1) or a low accuracy (Section [7.1.1.2).

Let us make two final remarks about the results shown in Figure[7.2] First, as already
pointed out by equation , the technique cannot distinguish between a junction depth
X; and [Aprobe/(2n0) — Xj]. In Figure we have therefore used the known SIMS
junction depth to decide which formula to apply (see the two different zones separated
by the vertical dotted line). Second, in order to derive a value of the junction depth, we
have assigned a positive sign to the amplitude of the ratio when the phase of the ratio
is included between 0° and —90° and a negative sign when it is included between —90°
and —180°. Only then can a value of the TP absolute junction depth be derived from
formulas ([7.4). Note that this questionable definition of the sign is only needed because
the experimental data do not comply with the safety check. Equation indeed
predicts that the ratio ARE™/ ARSubstate ghould be real so that the sign definition
should be automatic.

7.1.1.1 Precision

Based on the signal repeatability car,. = 7x107* (a.u.) calculated in Appendix[A.2] let
us determine the precision ox; of the technique. This requires the following derivation

0X;

J

ox; = O ARBox
i PN ( a

C
7AR§;\bstrate ARggbstrate

>\probe
4mng ‘Sin(47rn0Xj/)\probe)|

“ o ARB™

) ARBY
aARggbstrate ARggbstrate

X

aARaBCox ARgélbstrate

OAR,. t ‘ O'ARM:|
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= 1 4 X,/ Apr
4mng \sin(47rnoXj/)\probe)|( + [ cos(4mnoX;/Aprove))

OARac
|ARSubstrate | ’
ac

(7.5)

where (s gBox /A RSubstratey 18 the cumulated precision of the subscripted ratio. The
resulting precision of the determined junction depth is shown in Figure[7.3|as a function
of junction depth. Sub-nanometer junction depth precision is observed for almost all
junction depths, except around 0 and 44 nm, i.e. around the extrema of equation .
In other words, it can be concluded that the poor correlation with SIMS is not due to
random errors.
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Figure 7.2: Correlation between the TP absolute junction depths derived from equation and
the SIMS junction depths for the CVD12 and CVD13 matrices, i.e. five sets of B-doped CVD box-like
profiles with active doping concentrations ranging between 1.2 x 10*® ecm™ and 6.4 x 10'° cm 3
(active doping concentration values based on sheet resistance measurements and an assumed bulk
mobility). The correlation is acceptable for ultra-shallow junctions but poor for deeper layers. The
thick black line corresponds to 100 % correlation. The vertical dotted line indicates the separation

for the application of equation (7.4a) (left) or (7.4b) (right).

It is important to note that, as a consequence of the presence of the substrate signal
in equation , the precision drops with beam separation as can be observed from the
comparison of the curves respectively obtained with coincident beams and with a 4 ym
beam separation. Nevertheless, the precision remains very satisfactory even with a 4
pm beam separation.

7.1.1.2 Accuracy

Since the random error proves to be low, it can be expected that the poor correlation of
Figure [7-2]is explained by systematic errors, i.e. a low accuracy. As a verification of this
statement, the residual [A RE* (1) /A RSPt (1) — cos(47n0 X /Aprobe )] of formula
is shown for all the layers of matrices CVD12 and CVD13 in Figure [7.4] where it can
be observed that the residual follows a cosinusoidal behavior. Further, the amplitude
of the observed cosine decreases with increasing doping in the layer. The corresponding
phase, however, proves to be close to zero. Note that the noise observed on the phase
for sub-10 nm layers is due to the low magnitude of the residual (phase is indefinite if
residual is zero) and should not be understood as a large error.

From these observations, it is actually fairly simple to prove that the systematic
error is due to the presence of a non negligible layer plasma component. Indeed, taking
the ratio of equations and and considering the layer plasma and thermal
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Figure 7.3: Variation as a function of the junction depth in the precision oX; of the TP absolute

junction depths derived from equation (7.4) when using aligned beams (black curve) and a 4 pm beam
separation (blue curve). For aligned beams, a sub-nm precision is achieved for all depths included
between 1 and 43 nm and between 45 and 87 nm. The precision drops with larger beam separation.

components as second-order effects, we obtain

ARz (r)

ARSgbstrate () cos(4mno X /Aprobe)
ANy (r) — %ATl(T)
(1/me+1/mp)
~ 1- 4 X /Aprobe s 7.6
A]\'fs'u,bl(’r‘) [ COS( o J/ prob )] ( )

where we immediately recognize the cosine behavior followed by the amplitude of the
residual shown in Figures a) and (b). Note, furthermore, that the layer plasma and
thermal components can be discriminated from the behavior of the phase of the residual
in Figures c) and (d), which indicate a dominant layer plasma component (phase
~0). The phase of the residual would be around 180° if the thermal component were
dominant.

In summary, the low correlation with SIMS is due to a limited accuracy induced
by the non negligible presence of the layer plasma component even at a 4 ym beam
separation. Note that the comparison of Figures a) and (b) confirms that the decay
length of the layer plasma and thermal components is shorter than that of the substrate
plasma component. However, according to the observed decay in ARE*/ARSUPstrate,
approximate calculations show that a laser beam separation of 20-30 pm would be needed
for ANj1/ANgup1 to be less than 10%. At these separations, however, the substrate
injection is so low that the technique precision would be unacceptably reduced, even
if higher pump irradiances were used. We, therefore, believe that, unless a method is
found to reduce the decay length of the layer plasma component, this absolute junction
depth determination technique is bound to remain inaccurate.

Note that the technique could have been promising when applied on highly acti-
vated implanted layers (lower amplitude and shorter decay length of the layer plasma
component) but unfortunately it cannot be extended to annealed implanted layers due

131



7. APPLICATION OF THE MODEL TO CARRIER PROFILING

Box ox
%ﬁm(r =0) — cos(4mno.X;/ Aprobe) ‘Wbﬁ,ﬂw(r = 4pm) — cos(4mno X/ Aprobe)
2.0 1 (a) 2.0 1 (b)
1.8 7 N 1.8 ] ;
1.6 1 , 1.6 ] , S
1.4 - N 1.4 7 N
1.2 S \ 121 J .
1.0 1 ; Qe 1.0 1 K
08 ] -~ \ 0.8 | oo & o
06 ] 5L - 06 ] /
047 A I Nn % | 041 A homiR . N
02| % o neigid B -
0.0 — 00 PES———
0 10 20 30 40 50 60 70 80 0 10 20 30 40 50 60 70 80
SIMS Junction Depth (nm) SIMS Junction Depth (nm)
¢<W(r 0)— cos(-’lﬁnuxj/)\pmh,)) ) @(A:R{%%{:w(r:élum)—cos(&lﬁn,“XJ/)\pmh,))
1507 I (©) 150] (d)
1007 1007

501 s 50|

o Sopsalabek oatu o R abahth H
~1007] -1007]
-1507 3 -1501&>
-200

0 10 20 30 40 50 60 70 80  -°°0 10 20 30 40 50 60 70 80
SIMS Junction Depth (nm) SIMS Junction Depth (nm)
@ Paoping = 1.2 10" em—3
* Pioping = 1.3 X 10" em—3
v Pdopmg =3.3 X 1019 -3
& Pdopmg =4.5x 1019 -3
T Paoping = 6.4 x 10 em™®

””””” [1 = cos(4mno X/ Aprone)]

Figure 7.4: Variation as a function of the SIMS junction depth in the (top) amplitude and (bottom)
phase of the residual [ARBO*(r)/ARSIPSETate (1) _ cos(47n0 X /Aprobe)] of equation in case of
(left) coincident beams and (right) a 4 pm beam separation. The behavior of the residual is due to a
non-negligible layer plasma component, even at a 4 pum beam separation. This leads to a large system-
atic error. The black interrupted line indicates the behavior of the function [1 — cos(47noX; /Aprobe)]

to the impossible isolation of the substrate plasma component (integral convolution) in
equation .

As a final remark, note also that a similar technique can easily be developed to
measure relative junction depths, as we do in the next Section. The difference with the
theory presented here is that the reference measurement [denominator of equation ]
is measured on another doped layer of known junction depth[I3]. We, however, do not
discuss this other technique since the conclusions reached would be very similar to the
ones of the present Section. In particular, low accuracy is achieved with the current
experimental setup of the TP tool.
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To conclude, offset curves can, in principle, be used to determine the junction depth
of box-like profiles with a sub-nm precision almost independently from the junction
depth. The accuracy of the technique, as applied with the TP630XP tool, however, is
poor. An improvement should result from a larger beam separation, at the expense of
a reduced precision. The combination of a high precision and a high accuracy would
require a more efficient way to reduce the layer plasma component.

7.1.2 Relative Determination of Junction Depths

Based on the conclusions of the previous Section, it appears that one needs to find
another approach to get rid of the thermal and layer plasma components. In this Section,
we propose an alternative technique which, though less flexible, proves to be in excellent
agreement with SIMS. Further, all measured layers are compliant with the verification
procedure which this technique also offers. This, very interestingly, allows us to check
some of the assumptions we have made so far.

In order to cancel the thermal component, rather than dividing ARE* by A RSubstrate
like in Section[7-I.I]above, we here propose to subtract them. Given the layer-independence
of the fundamental modes of the excess carrier and temperature distributions in the sub-
strate, this gives

Box . Substrate _ 4RO ) L L
AR (r) — ARy (r) = nZ 1F0 exp( z@o)ﬁ(me + mh)
X[ANsup1(r) — AN (r)][1 — cos(4mno X /Aprobe )], (7.7)

where, importantly, the prefactors of the substrate and layer excess carrier concentrations
are now the same. An extra measurement ARSCCf(r) on another doped layer, with the
same active doping and with a known junction depth X JRef, suffices to cancel the layer
plasma component. In particular, we apply equation respectively on the unknown
layer and on the reference layer and calculate their ratio, which yields

ARE™(r) — ARSubstrate ;. 1 — cos(4mno X/ Aprobe)

= 7.8
ARRef(r) — A RSybstrate () 1-— cos(47Tno)('JI-D“ef/)\pmbe)7 (7:8)

where the only remaining unknown is the junction depth X;. Limiting the study to
sub-88 nm junction depths, we have

Aprobe Ref ARchOX (7‘) _ ARSélbstrate (T)
X; = Tno arccos {1 — (1 — COS(47TnoXj /)\probe)) ARRef(r) — ARSubstrate(r)
if X; < 7)‘419;;’“ ~ 44 nm (7.92)
0

)\probe _ )\probe

X; =

Box _ Substrate
arccos [1 - (1 - COS(47TnOXJRCf//\probe)) AR, (r) — ARG (7‘)}

2no 4mng ARl;{cef(T) _ ARgéxbstrate(r)
if % ~44nm < X; < Aprobe g8 . (7.9b)
10 )

We call the values obtained using equations (|7.9) the TP relative junction depths.

A verification procedure can be derived from equations (7.7) and (7.8). In particular,
the following experimental behavior is expected:
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e the amplitude of the ratio calculated from the left-hand side of equation (7.8)
should be independent from the laser beam separation,

e the phase of the difference calculated from the left-hand side of equation
should be independent from the layer since only plasma components contribute
to this expression. As a consequence, the phase of the ratio calculated from the
left-hand side of equation should be equal to zero, independently from the
laser beam separation.

Notice that, contrary to the technique developed in the previous Section, the absolute
value of the ratio can have any value, according to the reference junction depth X ]Ref.

Let us apply this technique to the layers of the CVD12 matrix, the offset curves of
which are shown in Figure A different reference sample is needed for each doping
concentration. The CVD12 matrix is composed of two sets of layers with two different
doping concentrations. For each, we choose the samples with a SIMS junction depth close
to 44 nm and justify our choice in Sections [7.1.2.1] and [7.1.2.2] below. The application
of equations and gives the behavior shown in Figure

Let us first discuss the behavior of the amplitude of the differences and ratios, respec-
tively shown in Figures a) and (c). First, as expected, the amplitude of the ratio is
independent from laser beam separation on almost all measured samples. Second, since
X7" ~ 44 nm, i.e. the reference junction depths are very close to Aprobe/(470), it is easy
to recognize the non-monotonic cosine behavior. In this specific case, the amplitude of
the ratio should indeed be included between 0 and 1.

Concerning the phase of the differences and ratios, shown respectively in Figures
b) and (d), their behavior is also in excellent agreement with our verification pro-
cedure. First, the phase of the difference is the same for almost all layers. Besides, the
plasma wavelength is easily recognized in the lateral behavior [All’l ~ 100 pm, Figure
f)] Note that, owing to the normalization phase 6y, the phase for coincident beams
is about —60°, which is different from the 7° phase of the plasma wave calculated in
Figure e) (6o = —60° + 7° =~ —53°). Second, the phase of the ratio is equal to zero
independently from laser beam separation on almost all the layers. The noise and error
observed on shallow layers is simply due to the fact that the phase of a complex number
with an absolute value close to zero is indefinite.

The perfect agreement between these experimental observations and our theoretical
expectations shows that the technique is very likely to work. This is confirmed by
Figure showing the excellent correlation between the TP relative junction depths,
as obtained from equations ([7.9) using the data for coincident beams, and the SIMS
junction depths of all the layers of the CVD12 and CVD13 matrices. The quality of
the observed correlation is further discussed in Section [7.1.2.1] and [[.1.2.2] where we
respectively look at the precision and accuracy of the technique

As an important final remark, we would like to point out that the agreement be-
tween all these experimental observations and our theory gives us the opportunity to
confirm some of the assumptions underlying our theory. First, the behavior observed
in Figure b) shows that the fundamental mode of the excess carrier concentrations
ANgup, and AN respectively in the substrate and in the doped layer have the same
phase and wavelength. Further, it also shows that the fundamental mode AT of the
temperature distribution is fully independent from the doped layer. Second, the flat
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Figure 7.5: Offset curves, i.e. variation with laser beam separation, of (left) the amplitude and
(right) the phase of (top) the left-hand side of equation and (bottom) the left-hand side of
equation , as measured on the CVD12 matrix. The samples with a SIMS junction depth close
to 44 nm have been used (thick orange lines). The junction depths range from 0 to 60 nm and the
doping concentrations are 1.3 x 10*® ¢cm ™3 (dashed lines) and 6.4 x 10'® cm™2 (full lines). These
active doping concentration values are based on sheet resistance measurements and an assumed bulk
mobility. All layers were grown on lowly doped device-quality substrates, the behavior of which is
shown by the thick black line. The arrows show the trend observed when increasing junction depth.
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Figure 7.6: Correlation between the TP relative junction depths derived from equations and
the SIMS junction depths for the CVD12 and CVD13 matrices, i.e. five sets of B-doped CVD box like
profiles with active doping concentrations ranging between 1.2 x 10 9 ¢m™3 and 6.4 x 10'° cm 3
(active doping concentration values based on sheet resistance measurements and an assumed bulk
mobility). For each doping concentration, the reference sample has XJRCf ~ 44 nm, as highlighted by
the dotted box. The correlation is very good though a small deviation remains, especially noticeable
on sub-20 nm junctions. The thick black line corresponds to 100 % correlation. The vertical dotted

line indicates the separate regions where respectively equation (7.9a)) (left) and equation (7.9b) (right)
are used.

offset curves in Figure c) show that the position of the probe beam during an offset
curve measurement has a negligible impact on the value of AR,c. It also confirms the
infinite abruptness of the interface (see Section for dependence of offset curves
upon abruptness). Third, the independence from the doped layer of the fundamental
mode AN,,p1 of the excess carrier in the substrate is a necessary condition for the be-
havior observed in Figures[7.5(b) and (c). Finally, as discussed in Section below,
the excellent correlation observed in Figure is also a confirmation of the negligible
magnitude of the electroabsorptive BGN effect.

7.1.2.1 Precision

Based on the signal repeatability car,, = 7 x 1074 (a.u.) determined in Appendix
we would like to calculate the precision ox; of the technique. This, in particular, allows
us to determine whether random error can explain the small deviations observed in the
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Figure 7.7: Variation as a function of the junction depth in the precision oX; of the TP relative
junction depth determination technique for three different values of XJRef and two different values of
the injection ratio AN} /ANgyp1. Aligned beams are assumed. For the case studied here (XJRef ~ 44

nm and AN;; /ANgyup1 = 0.5), a sub-nm precision is achieved for all depths included between 5 and
39 nm and between 49 and 84 nm.

correlation plot of Figure The precision can be calculated as follows

_ X
0x; = A RBox _ A RSubstrate U( ARBox _ A RSubstrate
ac ac —ac . _ac ______
8W ARReT— ARSubstrate
ac ac

— Aprobe 1 OARac
4mng |Sin(47Tn0Xj/)\pmbe)| |1 — ANll/ANsub1| ‘AREngtmte|
‘ COS(47T7'LOXJRef/Aprobe) - COS(47TnOXj/>\probe)| 1—- COS(47T?’L0Xj/)\prObe)
[1- cos(47rnoXJ1.‘9f/)\probe)]|1 — ANy /ANgyp1|  1-— cos(47rnoXJ1.‘9f/)\probe) ’
(7.10)

X [1+

where oA pBox _ A pSubstrate) /(A RRef _ A RSubstrate)] 18 the precision of the ratio in subscript.
The resulting technique precision is shown as a function of junction depth in Figure
for three different values of the reference junction depth X ]Ref (15, 30 and 44 nm)
and two different values of the injection ratio ANy;1/ANsup1 (0 and 0.5 corresponding
respectively to ultra high doping and moderate doping). In the case studied here, i.e.
XJREf ~ 44 nm and AN;1/ANsupe1 = 0.5, the precision is sub-nanometric for junction
depths included between 5 and 39 nm as well as between 49 and 84 nm.

Figure [7.7] also underlines the importance of a well chosen reference layer. The ideal
X JRCf is close to 44 nm, which justifies the choice we have made in this study. A change
in this value can be very detrimental to the technique precision.

In conclusion, though some precision has been lost compared to the technique studied
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in Section the small deviations observed in the correlation of Figure cannot be
explained by random errors.

7.1.2.2 Accuracy

To verify whether systematic errors on the derived TP relative junction depths are the
cause for the small deviations observed in Figure we need to identify the different
possible sources of error. First, modeling errors could induce the deviation. Second, the
propagation of a possible error in the characterization of the reference sample could also
explain the deviation.

First, let us start the discussion by showing that no modeling error is expected to
affect the developed technique. The TP relative junction depths have been derived using
equations , which only involve the dependence of the reflectance perturbation on the
junction depth. This dependence has been initially derived in Chapter [2] and is based
on three assumptions. First, the presence of a native oxide at the interface between
silicon and air has been neglected. Section 2:5.1] indeed shows that the impact of the
presence of a native oxide is negligible. Second, Section [2.5.2] shows that any abrupt
lateral variation in reflectance perturbation could modify the integrated perturbed re-
flectance as measured by a laser with finite radius. However, as a direct consequence of
the division in equation , the impact of the integration vanishes in this equation.
Finally, the BGN electrooptical effect has been neglected. Yet, its consideration would
induce a small shift in the TP relative junction depth. However, Section [3.2.2] has shown
that this effect is not expected to be significant. Besides, as shown in Appendix
it would systematically shift the TP relative junction depth towards deeper values. In
summary, we do not believe that the observed deviation is due to a modeling error.

Second, it can be expected that the accuracy depends strongly on the reference
sample. In this Section, we investigate how sensitive the technique is to any error on the
values of the junction depth or the active doping concentration of the reference sample.
Interesting recommendations for the reference sample can be derived from these results.

Let us first discuss the sensitivity of the technique to an error on the junction depth
XJREf of the reference sample. Let us suppose an error exret is made on this value. As

a result of the error propagation, the error e?fjp " made on the value of the TP relative

junction depth is

€x. = |\==

i Xt

B |sin(47rnoX;°f//\probe)| 1— COS(47Tn0Xj/)\probe)€ ) (7.11)
1 — cos(4mno X1/ Aprobe) | 8in(47mm0.X; /Aprove )| X '

depth __ ’ BXJ

€ yref
X

The resulting error is plotted as a function of junction depth in Figure [7.8] for three
different values of XJREf (15, 30 and 44 nm). It can be observed that, if XJRef = 44 nm,
the error made on the value of X JREf has no impact whatsoever on the accuracy of the
determine TP relative junction depth. An error made on the value of X ]Ref can, however,
be very problematic if another X ]Ref is chosen. In other words, besides the high precision
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Figure 7.8: Variation as a function of junction depth in the error egf?th on the derived TP absolute
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junction depth as a result of the propagation of the error €yref made on the junction depth of the

J

reference sample. An error on the value of the junction depth of a 44 nm deep reference sample has
no impact on the accuracy of the technique, except around 44 nm. The error, however, propagates
significantly if another reference junction depth is used.

a 44-nm X JRef offers, it also ensures a high accuracy. This is the second justification for
choosing our reference samples in this depth range.

Let us now investigate the sensitivity of the technique to an error on the active
doping concentration of the reference sample. Though the flat offset curves of Figure
c) tend to show that this sensitivity is low, we believe it is worhtwhile quantifying
it. In particular, we want to calculate the error e‘;fjping due to an error €phet 0N the

oping
active doping concentration Pdff)e;ing of the reference sample, i.e.

ec)l(o_ping = an € pRef
g Pt | Toping
B ‘ 0X; || OANE .
OANFET| | opset, | Facving
_ Aprobe 1 — cos(4mn0X; /Aprobe) 1 2ANRSE €PRef

~dmno | sin(4mnoX; /Aprobe)| |1 — 2ANESE /(PRef )| pRef - pRef 7

doping doping doping

(7.12)

where ANRef  ANEef and ANEe! are respectively the constant and fundamental modes
of the excess carrier distributions in the substrate of the reference sample and the fun-
damental mode of the excess carrier distribution of the excess carrier distribution in
the reference layer. For the sake of simplicity of the final expression of equation ,
we have used equation and neglected the BGN effect. The presence of the ratio
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ANEE / (P(E)‘;fing) in equation explains the very low sensitivity of the technique
to the active doping concentration of the reference sample (not shown). In other words,
though the reference sample should be taken with a doping concentration as close as
possible to that of the unknown sample, equation shows that deviations, even
large, do not impact the accuracy significantly.

As a final remark, note that the propagation of the error on the junction depth and
doping concentration of the reference sample have here been discussed separately. The
total error due to an erroneous characterization of the reference sample can easily be

calculated from \/(e;if]?thﬂ + (ei(‘;?i“g)?

In summary, we have shown that the technique for the determination of the TP
relative junction depth has both high precision and high accuracy. In particular, the
small disagreement with SIMS of Figure [7.6] cannot be explained either by a random
error or by a systematic error of the developed technique. Note that an alternative
explanation lies in the systematic error made in the derivation of the SIMS junction
depths (Section . First, the presence of an oxide at the surface of the samples
leads SIMS to underestimating the junction depth, which could partially explain the
deviation (systematic error). This would also explain why the observed discrepancy
decreases with depth since this systematic error is expected to drop with increasing
depth. Second, SIMS always underestimates the slope of profiles, which makes the
definition of the SIMS junction depth difficult in the case of a box-like profile. In
this work, the SIMS junction depths of CVD box-like profiles have been defined as the
depths at which the SIMS profiles reach a doping concentration equal to 90% of the peak
doping concentration. We believe that, in spite of the systematic use of this definition,
it is bound to induce some error as well.

7.1.2.3 Application

Given the good correlation with SIMS, the high precision and accuracy of the technique,
we believe this technique shows great promise for the non-destructive measurement of
relative junction depths e.g. over a whole wafer. As an illustration, we qualitatively
compare in Figure |[7.9] a junction-depth map, as obtained with the introduced tech-
nique, with the sheet-resistance map measured with RsL on the same wafer (CVD12
2.2). We use the central point of the wafer as our needed reference measurement and
deduce the variation in junction depth over the wafer. Figures a) and (b) show
respectively the obtained 49-point map of the junction depth and the 973-point maps
of the sheet resistance. The shallow regions measured by TP correspond very clearly to
the highly resistive regions measured by RsL, which indicates a good agreement between
both techniques. Note that all 49 points of the junction depth map comply with the
verification procedure.

Though promising, this type of application where the sought X, is very close to
XjRef has to be considered with care. First, as shown in Figure , sub-nanometer
precision can be expected in most cases but junction depths close to 44 nm should be
avoided. Further, as noted in Figure the accuracy of the external measurement of
the reference junction depth is critical. Typically, the error on the derived X; remains
equal to the original error on X JRef provided the variations are not too large. To keep
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Junction depth (nm) @ Sheet resistance (ohm/sq) (b)

Figure 7.9: Comparison of (a) the junction depth measured by TP and (b) the sheet resistance

measured by RsL on a medium doped (1.3x10'® ¢cm™2 in the center), shallow (15 nm in the center)

CVD layer (CVD12 2.2). The color scale of each map is given on the right-hand side. The most
resistive regions also present shallow TP depths, indicating a good agreement between TP and RsL.
The TP junction depth map contains 49 measurement points (indicated by the crosses), while the
sheet resistance map contains 973 measurement points (not shown). To facilitate the comparison,
the two maps have been interpolated on the same grid. The junction depth map is obtained with
coincident pump and probe beams and using the central point for the reference measurement.

both a high precision and a high accuracy, the use of the technique is recommended on
highly doped layers (> 10*° cm™3) and junction depths included between 10 and 35 nm.

As a final remark, note that the technique has been tested without success on an-
nealed implanted layers. The reason for the failure lies in the impossible isolation of the
substrate plasma component in the model equation , which is a critical require-
ment for the developed technique.

In summary, we have developed a technique able to determine the junction depth
of a box-like profile with a sub-nanometer precision and accuracy. This method has a
high applicability potential in the uniformity test of the junction over full wafers. In
this specific case, layers with depth in the neighborhood of 44 nm should be avoided.

7.2 Model-Based Profile Characterization Tech-
nique

The discussion in this Chapter has thus far been limited to the determination of junc-
tion depths. The ultimate objective of this work, however, is to evaluate whether, based
on TP measurements, a method for the reconstruction of complete profiles can be de-
veloped. In other words, we are seeking a measurement technique offering information
not only about the depth of profiles but also about their active doping concentration.
Unfortunately, as it has been demonstrated, the sensitivity of AR, to doping tends to
strongly decrease in heavily doped layers. As a consequence, AR,c, by itself, is not a
promising candidate for full profile reconstruction, especially considering the high ac-
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tive doping concentrations in modern USJs (> 10%° cm73). Though this signal gives
information about the depth and, as we show below, about the abruptness of active
doping profiles, the doping information needs to be provided by another signal. On the
other hand, R4. has been theoretically and experimentally demonstrated to have a lin-
ear sensitivity to active doping concentration (Chapter@. It therefore seems reasonable
that the combination of AR, and Rg. should constitute a very promising approach for
full profile reconstruction. Section below gives more insight into this statement,
based on a theoretical study of the profile information which can be retrieved from both
signals. Section then details how we have practically implemented these ideas into
a technique. Finally, typical results are critically evaluated in Section Note that
this Section is exploratory and therefore only reaches partial conclusions. We believe,
however, that it gives a very bright outlook on the possible use of TP for carrier profiling.

7.2.1 Fundamental Principle of the Technique

Based on the theoretical understanding developed in this work, we want to show that the
combined use of AR,. and Rgq. allows for the simultaneous measurement of the depth,
abruptness and active doping concentration of a profile.

Let us start by investigating the dependencies of the AC reflectance. On a profile of
arbitrary shape, AR, follows equation (6.17¢c]), which can be rewritten as

4Ry
nd —1

x { -8

ARE™fe(p) = o exp(—ibo)

1

MmMe

1
+ 7)AN;1(7‘, z = 0) + 0AT (7“)
mp

surface

1 _’_L)/*O" OAN (T, 2)
me M’ Joy 0z

- B( cos(4mnoz/ Aprobe ) dz } (7.13)

interface

In analogy with the case of box-like profiles, A R, can be understood as the coherent sum
of two reflections. The first reflection occurs at the surface and is due to both the surface
excess carriers AN (z = 0) and the excess temperature AT;. The second reflection is
the interface reflection which, in this general case, is due to the multiple reflections
occurring at each depth of the excess carrier profile [integral of equation ] Figure
illustrates this analogy. More particularly, Figure a) shows two active doping
profiles with different slopes and Figure b) the subsequent excess carrier profiles for
two different excess carrier concentrations in the substrate (10" cm™2 and 10*® cm™®).
The behavior of the integrand of equation is shown in Figure c) for all four
situations. On the one hand, in the case of a box-like profile, the integrand of equation
reduces to a peak at the junctiorﬂ i.e. the interface reflection is composed of
one single large reflection. Furthermore, the position of this peak is independent from

2Note that the absolute height of the peak shown in Figure is irrelevant since it depends
on the discretization of the depth scale. For completeness, the results shown in Figure assume
a 0.01 nm step size.
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Figure 7.10: (a) Comparison of a profile of infinite slope, i.e. a box-like profile (black) with a profile
of finite slope (blue). (b) Subsequent excess carrier profiles when the substrate carrier concentration
is of 1017 cm ™2 (interruped lines) and 10'® e¢m™2 (full lines). The colors correspond to the active
doping profiles of (a). (c) Behavior of the integrand of equation (7.13) for the four excess carrier
profiles of (b).

the substrate injection. On the other hand, when the slope of the profile is finite, the
multiple reflections at the interface broaden the peak. The position of the maximum of
this peak, i.e. the maximum interface reflection, can be understood as the depth AR,
is sensitive to.

As can already be observed in Figure c)7 in the case of a profile with a finite
slope, the maximum interface reflection moves according to the substrate injection. This
can be proven mathematically as follows. Neglecting the cosine envelope of the integrand,
the position zmax of the maximum interface reflection can be defined as the position at
which the excess carrier profile is the steepest, i.e. an approximate value of zymax can be
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found by solving the following implicit equation

AN ()

922 | =0

Z=Zmax

92 [Pdoping (Zmax)/ANsub]
2

PR oz 5
8] Paoping (2max)/ANgys]
Oz
1 1
1 , (7.14)

= +

\/4 + szoping(ZmaX)/ANSQub \/1 + 4AN52ub/Pd20ping(zmaX)
where we have made use of equation assuming Bolzmann statistics and neglecting
BGN. Though equation may seem complex, it simply signifies that the depth of
the maximum interface reflection depends solely on the function Pioping(2)/ANsus and
its derivatives. For a better understanding of the meaning of this equation, let us take
the example of an active doping profile decaying with an exponential tail, as defined e.g.
in equation below. In this particular case, using equation , the maximum
interface reflection occurs at a depth zmax such that

Pdoping(z = Zmax) o _ ~
= \/2(—=1+ V5) ~ 1.57, (7.15)

i.e. the maximum interface reflection comes from the depth where the doping concen-
tration is 1.57 X ANgyp. From this result, it is correct to extrapolate that the maximum
interface reflection always originates from a depth where the doping is commensurate
with the substrate injection, independently from the profile itself. Note that the par-
ticular value obtained in equation , however, cannot be generalized to all profiles
since the profile derivatives are involved into equation .

In conclusion, our theory shows that ARac is sensitive to the depth at which the ac-
tive doping profile reaches a concentration of the order of the substrate injection. This
has two important implications. First, it means that, in our TP measurements, AR,
is only sensitive to the moderately doped region of the profile. Second, if the injection
level can somehow be changed, the position of the maximum interface peak is shifted
accordingly, i.e. part of the profile is scanned. This explains the sensitivity of offset
curves to the abruptness of the profiles, as a direct consequence of the lower carrier
injection when moving away from the pump beam.

Concerning the DC reflectance Rqc, contrary to ARac, equation shows that
it is mostly sensitive to the highly doped region of the profile. It is therefore fairly
easy to understand that Rq. fixes the peak doping concentration based on the depth
and abruptness determined by AR, in the moderately doped region of the profile.
This is illustrated in Figure |ﬂ_T[, which summarizes the principle of the technique. It is
important to mention that, since A R, is blind to the region of the profile situated above
a 10'® cm ™2 doping concentration, the peak concentration determined by Rg. depends
on the assumed shape of the profile in that particular region. This causes a uniqueness
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Figure 7.11: Principle of the profile reconstruction technique. The depth and abruptness at mod-
erate doping are fixed by the measured AR,. offset curves. The peak doping concentration is fixed
by Rg. for a certain, assumed, profile shape.

problem, which already underlines the importance of the quality of the assumed profile
shape. This issue is further discussed in Section [7.2.3.3|

7.2.2 Implementation of the Technique

Based on the theoretical considerations of the previous Section, we have developed a
technique which, practically speaking, follows this four-step procedure:

e a substrate measurement is run, i.e. a measurement on a sample presenting no
doped layer but having undergone the same process flow as the sample under
investigation. For instance, in the case of an annealed implanted layer, the sub-
strate measurement is run on a region of the sample which has received no dopant
implant but has been preamorphized (if relevant) and annealed exactly like the
doped sample under investigation. This measurement yields ARSuPstrate offget
curves and RSubstrate

e our model for the AC reflectance on homogeneous samples is fitted to the experi-
mental ARSIPSTate offset curves like in Section This determines the excess
carrier distribution in the substrate, i.e. ANgyup0(r) and ANgyp1(r), and the excess
temperature AT (r),

e a profile measurement is run on the sample to be characterized. This yields
ARE™fe offset curves and Riofle,

e our model for the AC and DC reflectances on non-homogeneous samples is fit-
ted to the experimental ARL™H® offset curves, using the previously determined
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ANsupo(r), ANsup1(r) and ATi(r), and to the experimental ARg. = decmﬁle —
Ri(\;bstrate.

It is important to mention that, as explained in Section our measurements
offer limited information. Consequently, some constraint on the profile shape
has to be imposed (maximum three fitting parameters). In the case of annealed
implanted layers, box-like profiles with an exponential tail are a good guess (see

e.g. Figure[l.4)), i.e.
Pdoping(Z) = N() if z § Xcst
= Np x 107G Xes) /A 4f 2 5 X, (7.16)

where Ny is the peak active doping concentration of the profile, X is the depth
at which the profile starts to decay and A is its abruptness (nanometer/decade).
The fitting algorithm determines Ny, Xcst and A.

Note that the fitting is based on a Levenberg-Marquardt algorithm [57] (minimization
of the least-square error).

An important remark concerning the substrate measurement must be made. The
technique relies on the substrate measurement for the determination of the substrate
plasma and thermal components. As a consequence, the substrate measurement must
be carefully monitored. Generalizing equation to arbitrary profiles, a verification
procedure can be used to make sure that the substrate measurement meets the require-
ments, i.e. ANgyup0(r), ANgyp1(r) and ATi(r) are the same in the substrate and profile
measurements. In our verification procedure, the substrate measurement A RSuPstrate (r)
is subtracted from the profile measurement A RL™%® () measured on the unknown doped
profile. Since the result of this subtraction should eliminate the thermal component, the
phase and wavelength of the plasma wave should be recognized. This is illustrated in
Figure for samples IIB-D07. The plasma phase and wavelength can be identified
in Figure d) for all layers except the lowest annealing temperature, underlying the
thermally dominated behavior of the latter. The technique can safely be used on the
other samples since they comply with theory. Interestingly, this also shows that the im-
pact of the boron-implantation-induced damage on the plasma and thermal components
is negligible (after anneal).

7.2.3 Discussion of the Results

As can be seen by the multiple fitting algorithms involved in the technique procedure
described above, an essential difference with respect to the techniques developed in the
previous Sections of this Chapter is that we here rely fully on our model. We have
demonstrated that the dependence of AR, and R4c upon X is accounted for with a
high accuracy. Unfortunately, we have also seen that the modeled variations in both
signals with doping concentration require further improvement. More particularly, it
has appeared from our study that the separate fitting of R4. and AR,. data on the
CVDI12 and CVD13 matrices leads to different active doping concentrations (Figure
. As a consequence of this disagreement, it can be expected that the combined
fitting of AR,. and R4, data does not converge. However, at sufficiently high doping,
the disagreement between both signal modeling should be reduced as a consequence of
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Figure 7.12: Offset curves, i.e. variation with laser beam separation, of (a) the amplitude and
(b) the phase of the AC reflectance ARL™H1e (¢) the amplitude and (d) the phase of the difference
Profile Substrate : :
{ARac (r) — AR} trat (7‘)], as measured on samples [IB-D07, i.e. five layers implanted on the
same substrate with B (0.5 keV, 10'® cm™2) after a Ge preamorphization implant (5 keV, 5 x 104
cm™2) and laser-annealed three times at 1150°C (blue), 1200°C (light blue), 1225°C (green), 1250°C
(brown) and 1300°C (red). The arrows show the trend observed when increasing the annealing tem-
perature. The behavior of the phase and wavelength of the plasma wave are recognized in (d) for the

four highest annealing temperatures, which ensures that the technique can safely be used on these
samples.

the vanishing sensitivity of ARac to doping. In other words, given the current status of
our model, the technique can only be tested on highly doped layers (> 10%° Cm73). It is
important to note that this is not a limitation due to the fundamental principle of the
technique itself, but to the inaccuracies of our current model.

Taking the last comment into account, the present analysis only looks at B-implanted
layers laser annealed with a high temperature. In particular, this Section concentrates
on the results obtained for samples [IB-D05T5, IIB-D07T5 and [IB-D13T5. These three
samples have received the same B implant (energy = 0.5 keV, dose =10% cm72) and an-
neal (laser annealed three times at 1300 °C') but different Ge preamorphization implants
(PAT), i.e. respectively (5 keV, 10** cm™2), (5 keV, 5 x 10** cm™2) and (20 keV, 10
cm72). The discussion of these three samples is sufficient to reach our final conclusions,
which prove to be valid for all the other samples of matrix I1B.
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The fitted curves for IIB-D05T5, IIB-DO7T5 and IIB-D13T5 are shown in Figure
[713[a) and (b) for the substrate measurement and (c) and (d) for the profile measure-
ment. It is clearly observed that the theoretical curves nicely fit the experimental data.
The so-called TP profiles obtained from the fitted data are shown in Figure e)
together with the SIMS profiles measured on the three samples. The SSRM profile mea-
sured on sample ITB-DO7T5 has also been added (assumed mobility is 100 cm?V~1s™1).
The TP profiles have been obtained in less than 30 minutes (20-minute measurement
and <10-minute fitting). On average, the quantitative agreement between the TP and
active SIMS (and SSRM) profiles is acceptable since the average deviation on the derived
depths at a doping of 10 cm ™2 is of 3 nm. The average deviation on the peak active
doping concentration is of 5 x 10'® cm™3.

However, we note the following important discrepancies. First, the TP profiles are
deeper than the SIMS profiles. Second, TP and SIMS are in contradiction when it
comes to the relative depths of the three profiles. SIMS measures IIB-D05T5 shallower
than IIB-DO7T5, itself shallower than IIB-D13T5. TP measures exactly the opposite
behavior. Note already that this disagreement is quite unexpected since the decrease
in [AREMe| from sample IIB-DO5T5 down to IIB-DO7T13 [Figure [7.13|c)] tends to
indicate a behavior in agreement with SIMS. We investigate below whether these dis-
crepancies are due to a precision problem inherent to the technique (Section |7.2.3.1) or
to an accuracy problem due to the modeling error (Section . Finally, in Section
the uniqueness of the TP profiles is discussed.

For completeness, as shown in Figure only the amplitude of AREf is fitted.
The phase has indeed been ignored in our fitting algorithm. This is an acceptable
approximation for shallow layers where the phase mostly indicates the importance of
the thermal component. In this study, the determination of the thermal component
is taken care of by fitting the substrate measurement, where the phase is of extreme
importance and therefore taken into account (Figure [7.13(b)). It can be checked that
the experimental phase and the theoretical phase after fitting of the profile measurement
are in acceptable agreement.

7.2.3.1 Precision

In order to assess the precision of the developed technique and determine whether the
discrepancies observed in Figure e) are due to random errors, we use the following
iterative Monte-Carlo approach. First, at each iteration, we simulate noisy data by
adding random noise on top of our experimentally measured data. The noise on the
measured ARL™He and Ry is assumed to follow a normal distribution, the standard
deviation of which is given by the signal repeatability, i.e. respectively oar,, =7 x107*
(a.w.) and og, =5 x 107° (Appendix . To take all possible random errors into
account, noise is also added on the substrate measurement data, i.e. ARSuPstrate 4nq
RSubstrate  Gecond, the simulated noisy curves are plugged into our fitting procedure
described in Section [7.:2.2] The fitting values of the three profile parameters No, Xcst
and A are recorded along the iterations.

Limiting our study to 50 iterations, we obtain the measurement probability distri-
butions shown in Figure The respective precisions oy, 0x.., and o4 of the three
profile parameters Ny, Xcst and A are defined as the standard deviations of their respec-
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Figure 7.13: Fitting curves of the experimental (a) |ARSubstrate| - (,) gSubstrate () | g gProfile)
and (d) ARg, = RErofile _ gSubstrate pyeasured on samples IIB-DO5T5 (green), IIB-DO7T5 (blue) and
IIB-D13T5 (red). (e) comparison of the TP profiles (interrupted lines) with the SIMS profiles (full
lines) measured on these samples. The SSRM profile of sample IIB-D07T5 is also shown (dotted line).
The active SIMS doping concentrations of IIB-D05T5, IIB-DO7T5 and IIB-D13T5 are respectively
1.71 x 10%° ¢cm ™3, 1.80 x 102° cm ™3 and 1.80 x 102° ¢cm™3 (not shown).
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Figure 7.14: Measurement probability distributions, as obtained from Monte-Carlo simulations, of
the three profile parameters i.e. (a) the peak active doping concentration Np, (b) the depth Xcs¢ at
which the profile starts to decay and (c) its abruptness .A. The narrow peaks show that the developed
technique determines all three fitting parameters with very high precision.

tive distributions. It can be observed that all three parameters are determined with very
high precision. It can also be noted that the peaks of Xt in Figure b) are clearly
separated. As a conclusion, random errors cannot explain the discrepancy between the
TP and SIMS profiles observed in Figure e).

7.2.3.2 Accuracy

Since the technique proves to determine the profile characteristics with a high precision,
it can be expected that the discrepancies between the TP and SIMS profiles are due to
systematic errors and, in particular, to the inadequate accuracy of our model to account
for the active doping dependence of the signals.

To prove this statement, we show in Figure a) the comparison of peak active
doping concentration Ny obtained from our measurement technique with the peak active
doping concentration Né’fl\",‘lks obtained from SIMS and sheet resistance measurements
(bulk mobility assumed). Figure b) shows the comparison of the depths X%{Om
and Xé@ﬁv(fég at which respectively the TP and SIMS profiles reach a concentration of 10*°
cm 2. Finally, Figure ﬁ(c) compares the abruptnesses A and Ag@ﬁ&? of respectively
the TP and SIMS profiles (value taken around a 10'® cm ™ concentration). To underline
the sensitivity of the obtained results to the modeling error, we compare the results as
obtained with our current model with three modified models, each of which tests the
impact of the modeling errors which have been underlined in Section[6.3] In particular,
Model II shows the impact of a 30% greater electrorefractive effect, to counteract the
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Figure 7.15: TP vs SIMS profile characteristics and their sensitivity to modeling errors. (a) Com-

parison of the peak active doping concentration Ny with the SIMS peak doping concentration Né’leﬁks

19 19
obtained from sheet resistance measurements. (b) Comparison of the depths Xr%}l,o and XS@I%\;I)S at
which respectively the TP and SIMS profiles reach a 10 c¢m™® concentration. (c¢) Comparison of

19
the TP and SIMS profile abruptnesses A and AShjs at a 10'® cm ™ concentration. For each fig-
ure, Model II assumes a 30% greater electrorefractive effect, Model III assumes a doubled modulated
irradiance of the pump laser and Model IV assumes ANg,p0 = 2|ANgyup1].

observed underestimation of this effect (Sections and [6.3.2.1)). Model III assumes
a doubled modulated irradiance of the pump laser to account for the underestimated
excess carrier concentration in the substrate (Section. Finally, model IV reduces
the layer injection, to counteract the overestimated sensitivity to the active doping
concentration in the layer (Section[6.3.2.2). In particular, the latter model assumes that
the constant mode of the excess carrier concentration in the substrate ANgupo is equal
t0 2|ANsup1| (lower limit for ANgupo). The values used for each of these models are
obviously discussable. We believe, however, that they give a good feeling of the impact
of the different modeling errors.

Let us first discuss Figure b) comparing the depths of the TP and SIMS profiles
at a 10'° cm™3 concentration. As already observed in Figure e), the TP profiles
are always deeper than the SIMS profiles. Further, the depths of the SIMS and TP
profiles are in anti-correlation, i.e. TP measures a deeper profile where SIMS measures it
shallower. It can be seen in Figure b) that, though the depths of the TP profiles vary
according to the used model, none of the modified models explains the anti-correlation.
The error must therefore be found elsewhere. We believe a likely additional modeling
error lies in the substrate measurement fitting. As already mentioned, the evolution
of |ARE™ | in Figure c) seems to indicate an evolution of the junction depth in
agreement with the SIMS profiles. However, the trend observed in these data is also
partly due to the decrease in the substrate plasma component, as can be observed in
Figure a) and as expected when increasing the Ge PAI dose or energy (increased
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damage). In other words, our model has to discriminate between both effects (reduction
in substrate plasma component and deeper profile), which it does not seem to achieve
accurately. This might indicate that the variations in ANg,p1 and ATy with the energy
and dose of the Ge implant are not properly accounted for. Most likely, the assumed
homogeneous ambipolar diffusivity and recombination lifetime have to be blamed.

Moving on to Figure c), it can be seen that the abruptness of the TP profiles
is in good agreement with SIMS. Furthermore, it shows only limited sensitivity to the
used model. The obtained values are therefore quite robust.

Finally, the comparison of the peak active doping concentrations in Figure a)
shows that Ny is very sensitive to the modeling error. This can easily be explained by
the fact that Ny is fixed by Rac after the depth and abruptness have been determined by
AR,.. Furthermore, the values of Ny are quite difficult to compare with the Né’leﬁks values
since the latter assumes crystalline mobility. Finally, the uniqueness of the Ny value is
discussable as studied in Section [7:2:3.3] below. To summarize all these comments, the
discussion of the impact of modeling error on Ny is complex and should be considered
when the depth accuracy problem is solved.

In conclusion, given the high sensitivity of the depth and active doping concentration
of the TP profiles to the modeling error shown in Figure[7.15} the discrepancies between
the TP and SIMS profiles are believed to be due to modeling errors. It seems that,
besides the modeling errors highlighted in Section [6.3] some of the error would also
originate from the fitting of the substrate measurement (impact of Ge implant).

7.2.3.3 Uniqueness

The involvement of a fitting algorithm in the proposed measurement technique raises
the question of the uniqueness of the obtained profile. It should, therefore, primarily
be checked that the fitting procedure always converges towards the same values of the
three profile parameters No, Xcst and A. Given the discussion of Section [7:21] however,
it appears obvious that the obtained values of the profile parameters are indeed unique.
This can, furthermore, be checked by changing the initial guess values of the three pa-
rameters in the fitting algorithm. The variations on the final output values are typically
of the order of their respective precisions on,, 0x.,, and o.4.

Furthermore, it should also be evaluated how dependent the fitting profiles are on
the assumption of their shape. To test this dependence, we propose to compare the TP
profiles obtained for samples 1IB-D05T5, IIB-D07T5 and IIB-D13T5 when respectively
assuming an exponentially decaying profile [equation (7.16)] or a profile following the
behavior of a complementary error function[5]. Figure% compares the obtained TP
profiles for all three samples. While the obtained depths and abruptnesses in the mod-
erately doped regions are independent from the assumed shape, the peak active doping
concentrations are significantly impacted by the profile shape.

This behavior can be explained from the theoretical considerations of Section [7.2.1]
The depth and abruptness are fixed by the AR, offset curves. Each point of the offset
curve being sensitive to a different region of the profile, the moderately doped region of
the profile is therefore defined uniquely (< 10 cm™). The value of Rqc is sensitive
not only to the peak doping concentration of the profile but to the whole highly doped
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Figure 7.16: Comparison of the TP profiles as obtained from the fitting of the experimental
data measured on (a) IIB-D05T5, (b) IIB-D07T5 and (c) IIB-D13T5 assuming a profile decaying
exponentially (full lines) or a profile following a complementary error function (interrupted lines).
While the depth and abruptness are unique, the peak active doping concentration depends upon the
profile shape.

region (> 10*® ¢cm™3). In other words, the determination of the highly doped regions
relies on one single value of Rq. which leads to the uncertainty shown in Figure [7.16

Note that, in order to eliminate the ambiguity, the measurement of AR,. with higher
substrate injection should be considered.

In summary, we have developed a fast non-destructive profile characterization tech-
nique based on the combined measurement of A R, offset curves and R4.. The technique
has a high precision and is in acceptable agreement with SIMS and SSRM. It, however,
suffers significantly from the modeling errors highlighted in Section [6.3] as well as extra
modeling error induced by the fitting of the substrate measurement (impact of Ge im-
plant). Further, the depth and abruptness of the profiles obtained using this technique
are unique but the obtained peak active doping concentration depends on the assumed
profile shape. A higher pump irradiance should solve this uniqueness problem.

7.3 Summary

In this Chapter, we have developed three fast non-destructive techniques to derive infor-
mation about active doping profiles from TP measurements. Two of these techniques are
based on the use of AR,. and focus on the determination of junction depths of box-like
active doping profiles. The third technique combines the use of AR,. and R4, for the
complete characterization of active doping profiles.
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The first junction depth determination method, developed in Section is based
on the measurement of AR, offset curves. Equation demonstrates that, owing to
the fast lateral decay in the layer plasma and thermal components, the junction depth
of box-like profiles should indeed be directly accessible in AR, when the pump and
probe beams are sufficiently spaced apart. Practically speaking, however, experimental
data have shown that the layer plasma component does not decay fast enough (Figure
. As a result, it is very unlikely that high precision and accuracy can be reached
simultaneously with this technique.

The second junction depth determination technique, developed in Section [7.1.2] is
based on the efficient combination of the AR,. measured respectively on a homoge-
neously doped substrate and on a reference doped layer. Equation shows that
these two extra measurements are sufficient to cancel the layer plasma and thermal com-
ponents and therefore lead to the junction depth. The technique has been succesfully
applied and, thanks to a sub-nanometer precision and accuracy almost independently
from junction depth, its agreement with SIMS is excellent (Figure . We believe this
technique has a very high applicability potential for the test of depth uniformity over
full wafers. Layers in the range of X; =~ 44 nm should however be avoided (Figures
and .

Finally, the complete profile characterization technique, developed in Section
is based on the combination of the AR,c offset curves and R4.. We have proven that
this combination allows for the simultaneous measurement of the peak active doping
concentration, depth and abruptness of active doping profiles. The technique has been
proven to be highly precise but to suffer significantly from the insufficient accuracy of
our model highlighted in Section [6.3] as well as the inaccurate modeling of the impact
of Ge-implantation-induced damage. The uniqueness of the obtained profiles requires
either an a priori knowledge of the profile shape or a higher pump irradiance.
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Chapter 8

Conclusions and
Recommendations

In this work, we have (i) developed, (ii) tested and (iii) made use of a physical model ac-
counting for the behavior of high-frequency Photomodulated Optical Reflectance (PMOR)
on homogeneously and non-homogeneously doped silicon. Sections and be-
low summarize the most important results of each of these tasks. In Section we give
an outlook on future work.

8.1 Development of the Model

The model has been constructed from Chapter [2] to Chapter

To understand PMOR, the first question to be answered concerns the physical origin
of a change in reflectance. Chapter[2has shown that a modification in the reflectance of a
sample is the consequence of the perturbation of its complex refractive index. Very useful
analytical relationships between the perturbation of the reflectance and the perturbation
of the complex refractive index have been derived. Importantly, these expressions show
that the perturbation of the reflectance depends on the depth-profile of the complex
refractive index perturbation.

Chapter [3| has explained the physical phenomena underlying a perturbation of the
complex refractive index. Though numerous phenomena can induce such a perturbation,
Chapter [3] has proven that only free-carrier and thermal effects have to be taken into
account. In other words, it is a change in free carrier concentration and/or temperature
which generates the refractive index perturbation and, hence, the reflectance perturba-
tion which we observe and measure. It has also been shown that only real perturbations
of the refractive index are to be expected in the framework of our investigations. A
very simple final expression linking the perturbation of the real refractive index and the
excess carrier concentration and temperature has been derived.

Chapter [f has studied quantitatively how the pump and probe lasers induce the pres-
ence of excess carriers and temperature in a homogeneously doped silicon sample. This
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has required deriving and solving carrier and heat transport equations. This Chapter
has initially started with the complete thermodynamic model, i.e. a coupled system of
four nonlinear time-dependent equations involving all the possible transport and gen-
eration mechanisms of both free carriers and heat. These four equations solve for the
time-dependent electric-field, electron, hole and temperature distributions. An in-depth
two-step analysis has allowed to strongly simplify these equations in the specific con-
text of our investigations, i.e. TP in silicon. First, we have shown that the transport
problem can be simplified into two equations solving respectively for the excess carrier
distribution, i.e. the equal excess electron and hole distributions, and for the excess
temperature distribution. Second, switching to the Fourier domain, we have derived the
steady-periodic form of our transport equations, i.e. the equations solving separately
for each Fourier coefficient of the excess carrier and temperature distributions. The
final coupled system of four steady-periodic nonlinear equations solve for the constant
and fundamental modes of the excess carrier and temperature distributions. These final
transport equations have been solved, demonstrating that the constant and fundamen-
tal modes of each distribution behave respectively as decaying exponentials and damped
waves. The characteristics of these decaying exponentials, i.e. their amplitudes and
decay lengths, and of these damped waves, i.e their amplitudes, decay lengths, phases
and wavelengths, have been calculated as a function of the doping concentration of the
silicon sample.

To conclude our model, Chapter has extended the carrier and heat transport theory
to non-homogeneously doped silicon and, more particularly, to the case of ultra-shallow
highly doped layers on top of lowly doped silicon substrates. Two approximations, as
demonstrated, suffice to strongly simplify this problem. First, we have assumed that the
quasi-Fermi levels of the electrons and holes are flat through the space-charge region.
Based on this assumption, we have derived an algebraic expression linking the excess
carrier profile in a doped layer to the active doping profile in this layer and the excess
carrier concentration present in the substrate region, i.e. below the doped layer. We have
shown that this approximation is valid up to very high active doping concentrations in the
layer and, as a consequence, that it can be used independently from this concentration.
Second, the excess carrier and temperature distributions in the substrate have been
assumed not to be impacted in any way by the presence of the doped layer, i.e. they
have been assumed to follow exactly the theory developed in Chapter 4] We have shown
that this is a very good approximation for the temperature distribution and for the
fundamental mode of the excess carrier distribution. The constant mode of the excess
carrier distribution, however, has proven to be influenced by the presence of the doped
layer, more particularly in the case of highly doped p-type layers.

8.2 Evaluation of the Model

The construction of a model always requires testing against experimental data. For this
purpose, Chapter[f] has evaluated the ability of the developed model to explain the exper-
imental data measured respectively on homogeneously doped and non-homogeneously
doped silicon with the TP630XP tool.

Final model equations summing up our model for R4. and AR.. have been derived
respectively for homogeneously doped silicon and box-like active doping profiles. The
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model equations for Rq. show its linear variation with the active doping concentration,
whether or not it be uniform, and its cosinusoidal dependence upon junction depth (when
relevant). The model equations for AR,. are more complex. On homogeneously doped
silicon, AR, consists of two components, i.e. the plasma and thermal components,
respectively linked to the fundamental modes of the excess carrier and temperature dis-
tributions at the sample surface. Both components vary with the doping concentration
of the substrate but have opposite signs. On box-like active doping profiles, AR, is
composed of three components, i.e. the substrate plasma, layer plasma and thermal
components, respectively linked to the fundamental mode of the excess carrier distri-
bution in the substrate, the fundamental mode of the excess carrier distribution in the
layer and the fundamental mode of the temperature distribution. While the substrate
plasma component only varies with the junction depth of the profile, the layer plasma
component changes with both the junction depth and the active doping concentration
of the doped layer. More particularly, the dependence of the latter component upon
doping concentration drops at high doping concentration. The thermal component is
independent from the doped layer.

The quality of our model equations has been evaluated against TP measurements
run on homogeneously doped silicon and Chemical-Vapor-Deposited (CVD) box-like
profiles. Though our model has shown its ability to account with very high accuracy for
the variations in signals with junction depth, some discrepancies have been observed on
their dependence upon active doping concentration in doped layers. These discrepancies
are recapitulated in Section below.

8.3 Application of the Model

Based on the developed and tested model, Chapter |Z| has finally evaluated the capa-
bilities of PMOR for fast and non-destructive carrier-depth profiling in silicon. Two
techniques have been developed for the determination of the junction depth of box-like
active doping profiles based on the measurement of AR,.. The first technique relies on
the measurement of the AR, offset curves, wherein AR,. is measured as a function
of the probe and pump beam separation, respectively on the unknown box-like doping
profile and on a homogeneously doped substrate as found below the doped layer. We
have shown that separating the pump and probe beams should, in theory, eliminate
the layer plasma and thermal components and therefore leave the junction depth as
sole dependence. In practice, however, due to a residual layer plasma component, this
technique is very unlikely to be applicable in practice.

The second technique relies on the combination of the AC reflectances measured on
the unknown box-like profile, on a homogeneously doped substrate as found below the
doped layer and on a second doped layer with a known junction depth and approxi-
mately the same doping concentration as the unknown layer. This second technique has
proven to be in excellent correlation with SIMS thanks to simultaneous sub-nanometer
precision and accuracy. The high accuracy of this technique is based on the fact that the
dependence of AR,; upon doping has been canceled. This technique has a high applica-
bility potential for the fast and non-destructive determination of the relative variation
in junction depth over full wafers. Note that, very interestingly, this application can be
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performed with the TP630XP tool in its current implementation.

Last and most important of all, a model-based technique relying on the simultaneous
fitting of ARac offset curves and Rq4. has been developed for the complete characteri-
zation of active doping profiles. We have shown that AR.. offset curves are not only
sensitive to the depth of profiles but also their abruptness. Thanks to the high sensitiv-
ity of Rq4c to the peak active doping concentration, as demonstrated, the combined use
of AR, offset curves and Rg4. allows for the complete reconstruction of profiles. The
technique has been tested on low-energy high-dose annealed B-implanted layers with
different Ge PAI conditions. The observed average deviation vs SIMS on the depths of
the profiles at a concentration of 10'° cm ™2 is of 3 nm. The average deviation on the
peak active doping concentration is of 5 x 10'® cm™2 (bulk mobility assumed for the
active SIMS concentration). This final development takes PMOR very close to the ideal
technique sought in the Introduction of this work. More particularly, this technique ful-
fills all the requirements mentioned in Section [I-I] except for its accuracy, which needs
further improvement due to the remaining modeling errors. As a consequence, we pro-
pose to recapitulate our recommendations for an improved accuracy of the technique in
Section [B.4] below.

8.4 Future Work

We believe future fundamental work is needed on three aspects of our model. First,
the electrorefractive effect should be better quantified. Second, the quantitative under-
standing of the behavior of A R,. on homogeneously doped substrate should be improved.
Finally, the quantification of the excess carrier concentration in doped layers should be
enhanced.

Starting with the electrorefractive effect, both AR.c and R4 data have shown that
this effect is underestimated by our model. To solve this issue, Hall measurements
should be run on the CVD12 and CVD13 matrices so as to determine the actual active
doping concentrations in these layers. Combining these values to the Rq. measured on
these layers would offer a direct measurement of the accurate value of dn/0P. The
generation and measurement of an equivalent matrix of n-type layers would lead to the
determination of an accurate value of dn/ON.

The work needed for the better understanding of the behavior of AR, on homo-
geneously doped substrate is not as straightforward and consists of two different tasks.
First, our calculations appear to underestimate the excess carrier concentration in lowly
doped substrates most likely due to an underestimated band-to-band absorption coeffi-
cient and overestimated ambipolar diffusivity. Extra work is therefore needed to model
the variations with injection in these two parameters. Note that bandgap narrowing is
involved in the modeling of both parameters, which highlights the importance of the
latter effect. Second, as noted in Section [7.2.3] more fundamental work is also needed
on annealed preamorphized substrates. The impacts of the preamorphization and of the
annealing should be investigated separately and better understood. Some preliminary
results are given in Appendix

Finally, an improved modeling of the excess carrier concentration in doped layers
would, first, require more accurate quantification of the bandgap narrowing effect. Sec-
ond, the inclusion of the impact of the doped layer on the excess carrier distribution in
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the substrate would also be required. Let us recall that a simple solution to this last
issue lies in an increase in pump irradiance (Chapter [5)).

As a final word, let us discuss some of the tool modifications which could lead to an
enhanced technique. First and foremost, the technique would benefit in multiple ways
from an increased pump irradiance. First, as noted above, a higher pump irradiance
would render the substrate excess carrier distribution fully independent from the doped
layer and therefore reduce significantly the modeling errors. Based on the comparison
of Figures a) and (c), it appears that an increase in pump irradiance by a factor
~ 2 should be sufficient. Second, a higher pump irradiance would lead AR, to being
sensitive to the more highly doped regions of the profile. As a consequence, it would solve
the uniqueness problem highlighted in Section [7.2.3.3] Based on Figure[7.16] it appears
that the regions up to 2 — 3 x 10'® ecm™2 are still uniquely defined by the technique.
In other words, following a linear reasoning, an increase in pump irradiance by a factor
~ 5 should allow for unique determination of the profile in regions doped up to ~ 10%°
cm~3. This would strongly reduce the uncertainty on the peak doping concentration
fixed by the DC reflectance.

Second, we believe that there is little chance that a larger beam separation would
help derive more information about the profiles. Based on Figure it seems that the
doping range which the current AR, offset curves are sensitive to goes down to quite
low doping concentrations (< 10'8 cm73). The more lowly doped regions are not of very
high interest. Besides, larger beam separations would lead to very low signal levels, i.e.
low precision.

Third, a change in the modulation frequency of the pump irradiance might lead to
some improvement of the technique. However, advantages as well as drawbacks of lower
and higher modulation frequencies can be found. Going to lower modulation frequencies
would advantageously lead to a higher carrier injection but would simultaneously in-
crease the sensitivity to recombinations. A higher modulation frequency would shorten
the thermal decay length and therefore enhance the sensitivity of the signals to the
plasma components at large beam separation. However, it would also reduce the excess
carrier injection. In other words, it is difficult to evaluate which direction should be
taken.

Fourth, similar conclusions can be reached concerning the pump and probe laser
wavelengths. We here only mention the drawbacks. Concerning the pump laser wave-
length, on the one hand, its increase would disadvantageously lead to a reduced ab-
sorption coefficient, i.e. lower carrier injection. On the other hand, a shorter pump
wavelength would increase the direct heating and therefore the thermal component. As
for the probe laser, reducing its wavelength would lead to a reduced Drude electrorefrac-
tive effect and therefore lower plasma components. A longer probe wavelength would
lead to reduced sensitivity to junction depth.

In conclusion, we believe that an increase in the pump irradiance as well as the

consideration of the mentioned fundamental issues would lead PMOR to fulfilling all the
requirements for the non-destructive carrier-profiling tool sought in our Introduction.
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Appendix A

Appendix

A.1 Measurement Procedure

This Appendix introduces the procedure which we have developed for the measurements
presented in this work. In particular, in the framework of our investigations, we have
introduced two improvements to be discussed. First, Section demonstrates that
a measurement should be run for a long enough period of time so as to have a high
repeatability. Second, Section[A:T.2]shows that, in order to ensure the commensurability
of the signals from one wafer to another, the quality of the substrate should be very
carefully monitored. As a consequence of these two observations, every data point shown
in this work corresponds to the signal values after the pump and probe have shone on
the measurement spot for 25 s. Further, all the used CVD layers have been grown on
device-quality wafers.

A.1.1 Surface Charging

As already pointed out and discussed in Ref. [84] [36], the AC reflectance AR, varies
with illumination time, leading to very poor signal repeatability. The deeply documented
and argumented conclusions of Ref. [36] demonstrate that this effect is due to a variation
in the SRV with illumination time, as a result of charge injection into the surface oxide.
In particular, at the moderate pump irradiance of the TP pump laser, the AC reflectance
is expected to increase with time, as a result of the reduction in SRV and, therefore, of
an increase in the plasma component.

These theoretical investigations are in agreement with the experimental charging
curves observed in Figures a) and (b), i.e. the variations in the amplitude and
phase of the AC reflectance observed when measuring these signals as a function of
time on the same spot of a sample. These Figures have been obtained by measuring
AR, seven consecutive times for 100s with aligned beams (zero separation) on a lowly-
doped n-type device-quality substrate. The pump and probe beams are shut for a few
seconds in between each round of 100 s (limitation of our measurement routine), which
explains the sharp drop in amplitude and phase every 100 s. Two observations are of
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Figure A.1: Charging curves : variation with time in (a) the amplitude and (b) the phase of the
AC reflectance measured on a device-quality lowly doped n-type wafer. A steep increase in amplitude
and phase is initially observed before both start to saturate. The sharp drop in amplitude and phase
observed every 100s are due to the pump and probe lasers being shut every 100 s. The first data point
of each offset curve measured in this work has been recorded after 25 s and the 25® and last one after
625 s as highlighted by the vertical dotted lines.

the utmost importance in Figures[A-1] First, the variation in signals in the first seconds
of the measurement is very steep, leading to a very poor signal repeatability if one
measures in that region. Second, the variations tend to saturate after a certain time.
This corresponds to the saturation of the SRV discussed in Ref. [36]. However, even
after 700s, the signal is not fully saturated.

The measurement procedure we have developed is based on these two observations.
The first observation pushes us to shine the pump and probe lasers for a certain while
on the sample before actually recording the AC reflectance, in order to maintain a
high repeatability. The second observation determines after how long we should record
AR,c. Ideally, one should measure at saturation, i.e. after more than 700 s. However,
the measurement time then becomes prohibitive. One therefore has to compromise
between acceptable measurement time and repeatability. For the measurements shown
in this work, all data points have been obtained after shining the pump and probe
beams for 25 s on the measurement spot. This might not seem sufficient, considering
the charging curves of Figure However, we always measure offset curves in this
work. In particular, each offset curve we have measured contain 25 data points measured
with the probe constantly shining on the same spot and the pump laser shining on a
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Figure A.2: Comparison of offset curves of (a) the amplitude and (b) the phase of AR,¢ as measured
on a device-quality lowly doped n-type substrate when the beams are initially aligned (0 — 4) or
initially at their maximum separation (4 — 0). (¢) Amplitude of the difference between each offset
curve. The difference is of the order of the signal repeatability.

nearby spot (maximum 4 um away). The last data point is therefore recorded after
approximately 625 s, i.e. almost at saturation. Though the first data points of our
offset curves obviously still bear to some extent the trace of the charging effect, this
measurement procedure allows us to measure repeatable offset curves in a reasonably
short period (= 10 minutes).

To confirm this statement, we compare in Figures a) and (b) two amplitude and
phase offset curves obtained on the same substrate following our procedure. One of the
curves has been measured starting with the beams aligned initially and increasing their
separation of 0.167 pm every 25 s (0 — 4). The second offset curve has been measured
on the same spot starting with an initial beam separation of 4 ym and decreasing their
separation of 0.167 pum every 25 s (4 — 0). The curves are very similar. This is
corroborated by Figure ¢) where the amplitude of the difference of both offset curves
proves to be of the order of the signal repeatability (See Section below). As a final
remark, note that, as highlighted by Figure c), the signals at large beam separations
are more impacted by the charging effect. As a consequence, all our offset curves are
measured from 0 to 4 pm.

In summary, our measurement procedure is as follows:
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e cach measured data point is acquired after shining the pump and probe beams for
25 s on the measured spot,

e each offset curve contains 25 points, spaced apart of a distance of 0.167 pm,

e each offset curve is measured with, initially, aligned beams and increasing beam
separation (0 — 4).

Note that, as an additional benefit, the measurement procedure also reduces the sensi-
tivity of our measurements to SRV. The impact of SRV has actually not been observed
in our measurements.

A.1.2 Quality of the Substrates

The consideration of surface charging allows us to measure with a high repeatability on a
specific spot of a specific wafer. However, this work also requires that the measurements
should be reproducible from one wafer to another. Ideally, the substrates below each
CVD layer we have used to develop our model should be the same, so as to make sure
that the substrate plasma and thermal components are equal for all the CVD layers of
our database. This ensures that the signal variations we observe on the different CVD
layers are due to a thickness or a layer active doping difference, and not to a substrate
difference.

As a consequence, monitor-quality wafers should be avoided. On n-type monitor
wafers, we have noted variations in AR,. larger than 10% from one substrate to the
other (see e.g. Figure 5 of Ref. [13]). This is of course unacceptable when one wants
to build a quantitative theory. On the contrary, Figure a) shows that the relative
wafer-to-wafer variations in the AR,c offset curves measured on the device-quality n-
type substrates of the CVD12 matrix before growth of the CVD layers are below =
2%. Similarly, the relative wafer-to-wafer variations in R4, are below 0.01%. In other
words, the signal variations observed on the CVD12 matrix after growth of the layers
are confirmed to be due to the doped layers themselves.

This is the second improvement of our measurement procedure. We recommend
that only device-quality wafers should be used. Besides, we recommend a measurement
should be run on the substrate before growth or implantation of the doped layer so as to
ensure that the substrate behaves as expected. This greatly simplifies the understanding
of the signals after growth/implantation.

Note that the physical origin of the large wafer-to-wafer variations in signals observed
on monitor-quality substrates is still under investigation.
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Figure A.3: Relative wafer-to-wafer variation observed on the offset curves of (a) ARac and (b)
Rgc measured before growth of the CVD layers on the device-quality substrates of the CVD12 matrix.
The relative variation in AR,. and Rq. being respectively lower than 2% and 0.01%, the variations
in signal observed after growth of the layers (Figure are due to the doped layers themselves and
not to the underlying substrates.
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A.2 Measurement Repeatability

The main benefit of our measurement procedure (Appendix is to enhance the signal
repeatability. In order to evaluate the actual values of the signal repeatabilities, we have
measured AR,. and Rac 5000 times on the same spot of a device-quality lowly doped
n-type substrate (with aligned beams). In order to account for the impact of charging
in our measurement procedure, the surface has been charged 300 s before starting to
record the signal values.

The measurement probability distributions of respectively the amplitude of the AC
reflectance, the phase of the AC reflectance and the DC reflectance are shown in Figure
[A4(a), (b) and (c). All three distributions are sharply peaked. Notice that the distribu-
tions of the amplitude and phase of the AC reflectance are not perfectly symmetric as a
result of charging, still present after 300 s. The standard deviation of each distribution
gives the measurement repeatability. Most importantly, we have car,. = 7x 10™* (a.u.)
and or, =5 x 107%. These excellent repeatability values are used in this work for the
determination of the precision of the developed techniques (Chapter [7)).

Note that, though the obtained oar,. contain some contribution of the charging
effect, it is quite robust. For example, oar,. = 7.9 x 107* (a.u.) is obtained when,
simultaneously, the initial charging period is limited to 100 s and the total number of
measurements (and hence total time) is reduced to 1000. As a consequence, OAR,, =
7x107% (a.u.) is believed to represent accurately the repeatability of | AR,.| when using
our measurement procedure.
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A.3 Experimental Database
A.3.1 Homogeneously Doped Silicon

Our matrix of p- and n-type homogeneously doped substrates is described in Table

| Label | Doping type | Resisitivity (ohm.cm) | Act. doping conc. (cm™”) |

SUB1 p-type 1.56x1072 4.62x10'®
SUB2 p-type 1.14x1072 7.10x10'8
SUB3 p-type 1.28x1072 5.44x10'8
SUB4 p-type 1.08x1072 7.71x10'®
SUB5 p-type 8.04x1073 1.13x10%°
SUB7 p-type 2.49 5.54x10%°
SUBS p-type 2.17 6.39%x10'°
SUBY p-type 9.08x107* 1.62x10¢
SUB103 p-type 1.03 1.41x10%C
SUBP10 p-type 10 1.34x10%
SUBP5060 | p-type 50-60 ~ 2.2 x 10%
SUBPO1 p-type 1.0x107* 2.77x10'7
SUBP001 p-type 1.0x1072 8.49x10'®
SUBP478 p-type 4.78 2.83x10%5
SUBP234 p-type 23.4 5.7x10
SUBP004 p-type 4.2x1072 8.41x107
SUBP510m | p-type 9.33x1073 8.85x10'8
SUBP15m | p-type 3.89x1073 2.79%10"°
SUB6 n-type 1.76x1073 3.92x10°
SUBN092 n-type 0.9-2 ~4 x 10%°

Table A.1: Description of our matrix of homogeneously doped substrates

A.3.2 Box-like Chemical-Vapor-Deposition Layers: CVD12
and CVD13 matrices
All the CVD layers used in this work were grown with an ASM epsilon 2000 tool on 200

mm device-quality substrates. Both the CVD12 (Table |A.2)) and CVD13 (Table [A.3)
matrices are B-doped.
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CVD12 matrix

’ Label ‘ X]@%% (nm) H ‘ R (ohm/sq)ﬂ ‘ Layer Act. doping conc. (cm™®) EI ‘

1.1 7.2 3700 6.4 x 10'°
1.2 16.8 1176 6.4 x 10'°
1.3 28.0 696 6.4 x 10*°
1.4 38.2 490 6.4 x 10'°
1.5 47.7 380 6.4 x 10'°
1.6 59.8 311 6.4 x 10'°
2.1 4.6 N/A 1.3 x 10*°
2.2 15.2 8850 1.3 x 10'°
2.3 25.1 3960 1.3 x 10'°
2.4 35.1 2478 1.3 x 10*°
2.5 46.9 1810 1.3 x 10'°
2.6 56.8 1420 1.3 x 10*°

Table A.2: Description of the CVD12 matrix

CVD13 matrix

’ Label ‘ X]@QO% (nm) ! ‘ Rs (ohm/sq) 2 ‘ Layer Act. doping conc.(cm™3) * ‘

1.1 3.9E| 8477 4.5 x 109
1.2 15.6 1845 4.5 x 10"?
1.3 25.7E| 1020 4.5 x 10*°
1.4 34.9 693 4.5 x 10'°
1.5 475° 526 4.5 x 10"?
1.6 59.2 434 4.5 x 10*°
2.1 574 27436 3.3 x 10'°
2.2 15.9 3328 3.3 x 10
2.3 25.4° 1678 3.3 x 10
2.4 34.5 1114 3.3 x 10
2.5 45.0° 816 3.3 x 10
2.6 55.2 661 3.3 x 101

IThe SIMS junction depth of CVD box-like profiles is defined as the depth at which the
SIMS profile reaches 90% of its maximum concentration

2The values of the sheet resistance have been measured with RsL.

3The values of the active doping concentration have been obtained from the slope of the
1/Rs (X].@QO%) curve (Appendix .

4Value linearly extrapolated from the three actually measured X @90% Gf the set

5Value linearly interpolated from the three actually measured XJ@QO% of the set
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3.1 444 32202 1.2 x 10

3.2 14.4 5504 1.2 x 10*°
3.3 24.3° 3157 1.2 x 10*°
3.4 34.0 2250 1.2 x 101
3.5 44.2°° 1740 1.2 x 10*°
3.6 54.2 1405 1.2 x 10*°

Table A.3: Description of the CVD13 matrix

A.3.2.1 CVDI12 and CVD13 matrices: SIMS profiles

The SIMS profiles of the complete CVD12 and CVD13 matrices are shown in Figures
and Only the 'B concentrations are shown, which corresponds to 80.1% of the
total B concentration (19.9% '°B to be added). The SIMS profiles have been measured
in the center of each wafer. While the SIMS profiles of all the layers of the CVD12 matrix
have been measured, only half of the CVD13 layers have been measured (layers with
labels x.2, x.4, x.6 with x=1,2,3). The junction depths of x.1, x.3 and x.5 (x=1,2,3) have
been linearly interpolated based on the junction depths of x.2, x.4 and x.6 (x=1,2,3).
This linear increase in junction depth from x.1 to x.6 is expected since the deposition
time has also been increased linearly during their growth.
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Figure A.5: siMs profiles of the ''B content (abundance=80.1%) in the layers of the CVD12
matrix.
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Figure A.6: SIMS profiles of the !B content (abundance=80.1%) in 9 of the 18 layers of the
CVD13 matrix.

A.3.2.2 CVDI12 and CVD13 matrices: active doping concentrations

Figure [A77] illustrates the method we have used to determine the active doping con-
centrations of our CVD layers, following Ref. [27]. The inverse of the sheet resistance
(measured here with RsL) is plotted vs the SIMS junction depth (at 90% of the peak
concentration) for each of the five sets of different active doping concentrations. The
slopes of the obtained curves give the conductivity of the layer in ohm ™ *nm™!. Using
Klaassen’s mbility model[64], i.e. assuming that the mobility of the majority carriers in
the layer is the same as in a bulk silicon sample of the same active doping concentration,
a value of the active doping concentration can be derived. This value is actually a lower
limit as mentioned in Section [[L2.1.31

Note that each interpolation curve crosses the x-axis (i.e. 1/Rs = 0) at a positive
value. Whether this feature is due to the presence of an inactive layer[27] or a depletion
effect[I11] is still under discussion. Note that the crossing value typically increases for
decreasing active doping concentration|27]. This is not strictly speaking the case in
Figure [A77] which shows that some uncertainty remains on the derived active doping
concentration (especially for CVD13 where only three data points are available for each
curve), besides the assumption of bulk mobility. This small uncertainty is believed not
to have any impact on the conclusions of this work.
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Figure A.7: Derivation of the active doping concentration of CVD layers. The slope of the inverse
of the sheet resistance vs the SIMS junction depth gives the conductivity of the layer, which can be
translated into active doping concentration, assuming bulk mobility of the majority carriers.

A.3.3 Implantation Profiles

The IIB matrix described in Table [A7] is a B-implanted matrix with Ge PAI under
different conditions and laser annealed three times under five different annealing tem-
peratures ranging from 1150°C' and 1300°C. All layers were implanted in 300 mm wafers
with an Applied Materials Quantum X low-energy implanter. The laser annealing was
run with an Astra Vantage DSA system from Applied Materials using a diode bar laser
operating at 808 nm. The dwell time was 0.5 ms and the chuck temperature 450 °C.
An extra lithographic step allowed us to keep a region of the wafer free of the B
implant and hence measure the substrate measurement, as defined in Section
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A.3.3.1 SIMS profiles of the IIB matrix

Figure [A-8 shows the SIMS profiles of 8 layers of the IIB matrix. For completeness, the
active SIMS concentrations, derived from sheet resistance measurements (FPP) are also
indicated by the horizontal lines. For each figure, it can clearly be observed that the
sample with a higher annealing temperature, IIB-DxT5 (x=03,05,07,13) is deeper and
more highly actively doped than IIB-DxT3. Annealing indeed induces both activation
and diffusion. The comparison of the depth of the moderately doped regions (=~ 10'®
cm™?) in Figure a) vs Figures b), (c) and (d) clearly highlights the impact of
the Ge preamorphization (reduction in the channeling tail).

Concentration (cm™?) Concentration (cm™?)
2073 (@) 203 (b)
10 — IB-D03T3 10 1 — IIB-D05T3
—— IIB-D03T5 —— IIB-DO05T5
10 10
203 203
10 10
193 193
10 10
183 183
10 10
17— 17—
100 10 20 30 40 50 100 10 20 30 40 50
Depth (nm) Depth (nm)
Concentration (cm ™) Concentration (cm™?)
1 223 © 1 22 @
O] —— 1IB-DO7T3 0, — IB-DI3T3
10 —— IIB-DO7T5 10 —— IB-DI3T5
207 203
10 10
193 193
10 10
183 183
10 10
17— 177
100 10 20 30 40 50 10 0 10 20 30 40 50
Depth (nm) Depth (nm)

Figure A.8: SIMS profiles of samples (a) ITB-D03T3 (black) and IIB-D03T5 (blue), (b) IIB-D05T3
(black) and IIB-D05T5 (blue), (¢) IIB-DO7T3 (black) and IIB-DO7T5 (blue), (d) IIB-D13T3 (black)
and IIB-D013T5 (blue). The active SIMS concentrations derived from sheet resistance are indicated
by the horizontal lines.
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A.4 Impact of Annealing and Preamorphization

As noted in Section [7.2.3] and in the conclusions of this work, some effort is still needed
so as to quantitatively understand the behavior of AR,. on preamorphized and annealed
substrates. In this Appendix, we show some preliminary data.

Let us start by investigating the impact of a preamorphizing implant after anneal.
This issue has been studied in detail in Ref. [9I]. In summary, the behavior of the
AC reflectance on annealed preamorphized samples can be understood by means of
a generalization of its behavior on as-implanted samples, where AR,. correlates with
the defect density generated during the implantation process[I15]. The situation of
annealed preamorphized substrates is obviously more complex since, during the anneal,
the defects tend to gather in the end-of-range plane. A preliminary analysis has proven
that AR.c still correlates, at least qualitatively, with the defect density in the end-of-
range plane[91]. This is in agreement with the exemplary AR, offset curves shown
in Figure a) and (b). These Figures show the substrate measurements (as defined
in Section i.e. no doped layer) measured on four samples with different Ge PAI
conditions and laser-annealed three times at 1300°C: IIB-D03T5 (no PAI), IIB-D05T5
(5 keV, 10" em™2), IIB-DO7T5 (5 keV, 5 x 10'* cm™2) and IIB-D13T5 (20 keV, 10
cm™?2). It is observed that when the PAI energy or dose increases, the amplitude and
phase of AR,c drop, as a consequence of the reduction in the plasma component and
simultaneous increase in the thermal component.

Opposite variations are observed when the annealing temperature is increased and/or
the number of laser scans is increased. This is illustrated in Figure c¢) and (d) where
the substrate measurements of sample IIB-D13 for different annealing temperatures
are shown. It can be seen that a rising annealing temperature leads to a monotonically
increasing phase and an amplitude which first decreases before rising again. This behav-
ior can be understood as the result of the competition between the plasma component,
which increases with rising annealing temperature, and the thermal component which
decreases with increasing annealing temperature. In other words, when increasing the
annealing temperature, the signal undergoes a transition from a thermally dominated
behavior to a plasma-dominated behavior.

Though these effects are understood qualitatively, they can currently not be modeled
quantitatively. This is the reason why we have had to resort to using a linear model
with homogeneous recombination lifetime and ambipolar diffusivity in Section [7.2.3] We
believe this is what has led to some misquantification of the depth of the profiles.

Very interestingly, the impact of annealing on the substrate measurement is also
observed on non-preamorphized device-quality substrates. This unexpected behavior
is illustrated in Figure where we compare the impact of a spike anneal (1.5",
1035°C') and a laser anneal (3 scans, 1300°C') on n-type and p-type device-quality sub-
strates without any PAI or active implant. It is first surprising to notice that the offset
curves measured before any anneal on the n-type and p-type substrates are significantly
different. Knowing that device-quality wafers have stringent specificications on the ac-
tive doping concentration (< 10 cm ™2 for both n- and p-type), this is in disagreement
with the experimental data shown in Figure [6.2] and our model which both expect the
same behavior on lowly doped p- and n-type substrates. This difference could be at-
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Figure A.9: Offset curves of (a) the amplitude and (b) phase of AR, as measured on laser-annealed
(3 scans, 1300°C) substrates preamorphized with the different conditions indicated on the right hand-
side. The amplitude and phase are observed to drop with PAI energy and dose, as a result of the
decrease in plasma component and increase in thermal component. The arrows indicate the trend
when increasing the Ge dose or energy. Offset curves of (c) the amplitude and (d) phase of the AR,
measured on a preamorphized substrate (20 keV, 1014 cm72) for different laser-annealing tempera-
tures. The phase increases monotonically with annealing temperature while the amplitude passes by a
minimum. This is the result of the competition between the plasma component, which increases with
rising annealing temperature, and the thermal component which decreases with increasing annealing
temperature. The arrows indicate the trend when increasing the annealing temperature.

tributed to a different behavior of the surface charging. As noted in Ref [I3], this
difference has also been observed on monitor-quality substrates, where it strongly de-
creases when the surface is charged for a longer period. Longer charging measurements
on these device-quality substrates should be run to better understand this effect.

As interestingly, after annealing, whether spike or laser, the offset curves on n- and
p-type substrates coincide. In other words, while the p- and n-type substrates can be dis-
criminated before annealing, they are equivalent after annealing. Different effects could
explain this behavior. First, if the difference observed before annealing indeed proves to
be a surface difference, it can then be supposed that the annealing somehow modifies
the oxide. Second, it could also be speculated that this behavior is due to the partial
activation of the O atoms in these substrates, which act as thermal donors and therefore
would make the substrates equivalent after annealing (total oxygen concentration ~ 10%7
cm™?).

178



|ARqc| (a.u.) @  Pac (°) (b)

0.20 | 140 _
',,;J:::Splke
120’:-'""""--.“ ) IS laser
W_
] p
0.15 1007
801
0.10 ]
607
0.05 | 40]
201
0_00\\\\\\\\\\\\\\\\ 0\\\\\\\\\\\\\\\\
0.0 1.0 2.0 3.0 4.0 0.0 1.0 2.0 3.0 4.0
Laser Beam Separation (pm) Laser Beam Separation (pm)

Figure A .10: Offset curves of (a) the amplitude and (b) the phase of AR,. as measured on n- (black)
and p-type (blue) device-quality substrates without preamorphization. While AR, depends on the
doping type when the device-quality substrates have not been annealed (full lines), this dependence
disappears after spike-annealing (dashed lines) or laser-annealing (interrupted lines) these substrates.
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A.5 N-type Layers

The CVD10 matrix is a matrix of As-doped CVD layers (n-type). Unfortunately, all
these layers have been grown on monitor-quality p-type substrates. They were indeed
grown in the early phase of this work when the measurement procedure described in
Appendix [A7T] and, most particularly, the importance of the quality of the substrates
had not been clarified. As a consequence, these layers cannot be discussed quantitatively.
In this Appendix, we want to show that n-type layers behave qualitatively like p-type
layers, as expected by our model.

We focus the discussion on the values of AR, measured with aligned beams, i.e. we
concentrate on the variations in amplitude and phase with active doping concentration
and junction depth. This is indeed sufficient to show that n-type layers have a behavior
similar to p-type layers. Figures a) and (b) show respectively the variation with
junction depth in the amplitude and phase of AR.c, as measured on the CVD10 matrix.
It can be observed in Figure [A11]a) that |ARac| follows, at least qualitatively, the same
behavior as on p-type layers (Figure )). In particular, the same rectified cosine
behavior is observed. The amplitude of the cosine also increases with increasing doping.
The behavior of the phase observed in Figure b) also clearly reminds the behavior
of p-type layers (Figure d)). In particular, the same phase transition is noted when
X; ~ 22 nm. This is due to the sign change of the substrate plasma component. In
summary, Figures [A.T]] clearly indicate that n-type layers behave like p-type layers, as
expected by the model we have developed.

For completeness, note that, since all the theory in this work has also been developed
in parallel (but not tested) for n-type layers, all the results shown in this work can
be extended to n-type layers. To confirm this statement, we have tested the profile
reconstruction technique of Section [7.2] to As- and P- implanted layers. The obtained
profiles for spike-annealed (1.5”, 1035°) P and As implants (1 keV, 10'® cm™2) give
acceptable qualitative agreement with the expectations (not shown). The technique has
also been tested on laser-annnealed P and As implants (same conditions). However,
these implant and anneal conditions result in sub-10 nm deep layers. As a consequence,
the observed variations in AR, are of the order of the precision of the technique (low
sensitivity).
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Figure A.11: vVariations with junction depth in (a) the amplitude and (b) the phase of AR, as
measured on the CVD layers of the CVD10 matrix. The qualitative behavior of AR,. observed on
p-type layers in Figures b) and (d) is clearly recognized.
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A.6 Impact of the BGN Electroabsorptive Effect
on the Signal Equations

The conclusions of Chapter [3]are that the BGN electroabsorptive effect can be neglected.
As a direct consequence, the sinus contributions to equations (2.17]) and have been
dropped when writing our final signal equations , and ([6.16]). Focusing on the
behavior of AR,c on box-like profiles, we show here that no BGN electroabsorptive effect
is observed in our experimental data, in agreement with our conclusions in Chapter

To prove this statement, let us write the complete equation for AR,. on a box-like
profile including the perturbation of the extinction coefficient due to BGN. In this case,
we have

4R, .
ARqc(r) = — _Olf‘o exp(—ibo)

x { =B

1 1 .
- + m—)ANsubl[cos(47rnoXj/)\pmbe) + ksin(4mno X /Aprobe )]
e h

substrate plasma component
1

Me

1 .
—B( + m—)ANll[l — cos(4mno X /Aprobe) — K sin(4mmo X /Aprobe )]
h

layer plasma component

+ SAT } (A.la)

thermal component

where k = (0k/ON + 0k/OP)/[B(1/me + 1/my4)] is always positive. The impact of the
BGN electroabsorptive effect is therefore a modification in the dependence of the signals
upon junction depth. More particularly, the cos(47noX;/Aprobe) dependence is replaced
by the modified function [cos(4mnoX;/Aprobe) + K sin(4mnoX;/Aprobe)]. To illustrate
this modified Xj-dependence, Figure @ shows the signal behavior as a function of
junction depth for different values of the coefficient x. This Figure assumes negligible
layer plasma and thermal components. The conclusions would be the same if these two
components were included.

As highlighted by the vertical and horizontal dotted lines in Figure a same
value of AR.. corresponds to slightly deeper X; when k increases. In other words, the
consideration of a small BGN electroabsorptive effect would lead our model to deriving
slightly deeper values of X. Section however, shows that, with k = 0, a very good
agreement with SIMS has been obtained. Further, it shows that the derived junction
depths might actually be slightly overestimated vs the SIMS junction depths. A shift
towards deeper junction depths is therefore to be excluded.

In summary, our experimental data are in agreement with the conclusions drawn
in Chapter |3} i.e. the BGN electroabsorptive effect is so small vs the Drude electrore-
fractive effect that it is not observed experimentally. In particular, based on Figure
it appears that x = 0.1 leads approximately to a 1-2 nm shift in the junction-
depth dependence. It can therefore be expected that k < 0.1, i.e. (0k/ON + 0k/OP) <
0.1 x B(1/me 4+ 1/mp).
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A.7 Fourier Coefficients of the Auger and SRH
Recombination Rates

The transport equations involve the constant and fundamental modes of the Auger
and SRH recombination rates. We here show how to derive their analytical expressions.
In order to be general, the electron and hole distributions [equations and ({£4)] and
the recombination rates [equation ] are expanded up to their third harmonic. This
gives us the opportunity to show by numerical simulations that, as explained in Section
the generation of second and third harmonics due to the nonlinear (mostly
Auger) recombination rate is negligible in TP. In order to simplify the expressions, we
also write Nest = Ndoping + ANo and Pest = Paoping + ANo.

Let us start with Auger recombinations. Equation shows that Auger recombi-
nations are a strongly nonlinear phenomenon which involves third powers of the carrier
concentrations. Plugging equations and (4.4) into equation (4.48)), the constant
Auger recombination rate is

Auger __ Auger
Recy =Rec .

+ 2 [Cn (2Ncst + Pcst) + Cp (Ncst + 2Pcst)] (ANIANl* + AN2AN2* + ANSANg)
+6(Chn 4+ Cp)R(AN2AN; AN; + 2AN, AN ANY), (A.2)

where
Recot®” = Chn (NewPest — Nestniynyp) + Cp (P Nest — Pestni Y vp) (A.3)

is the Auger recombination rate when only the probe and the constant mode of the pump
irradiance are shining. It can be seen that the constant mode of the Auger recombination
rate is enhanced under modulated illumination, thus reducing the constant mode of the
excess carrier concentration and leaving room for harmonic generation. The fundamental
mode of the Auger recombination rate can be writterﬂ

Rec) "8 =ARechus
+ AN1{ = AN{ [Cn(2Nest + Pest) + Cp(Nest 4 2Pest)]
+2(Chn + Cp)(AN1AN} + 3AN2AN3 + 3AN;AN;)}
+ 2 [Cn(2Nest + Pest) + Cp(Nest + 2Pest)] (ANy AN + AN5 AN3)

+3(Cr + Cp) (AN ANTAN3 + AN2AN>AN3), (A4)
where

ARecir" =Cp AN [2Nest Pest — 1 Yn¥p + Nosy + ANT (2Nest + Pest) + AN1ANT ]

+ CpANl [2NcstPcst - n?'}/n'}/p + PCQSc + ANT(Ncst + 2Pcst) + ANlANl*}
(A.5)

represents the extra Auger recombinations which would occur in time-independent condi-
tions if additional (time-independent) AN, electron and hole concentrations were added

6Note that a few constant terms have been added in this expression in order to artifically
Auger
have ARec;~ to appear
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to the already existing Nes; and Pest. In TP, ARec2i5" is usually larger than Rec’ 8"

cst
meaning that modulated conditions reduce these extra recombinations.
As for the second and third harmonics of the Auger recombination rate, so as to

highlight their generation by the nonlinear Auger process, we write them as

A AN, A
Recy "™ =— = — Gy (A.6a)
T2
AN
Recj "8 = Augir —qareer, (A.6b)
73
where 725" (resp. 72 "5") and G5 "5 (G4 5" respectively represent the pseudo Auger

recombination lifetime and generation rate of the second (resp. third) harmonic. It can
be easily proven that

1
TAuger =Ch (2NcstPcst - n?’yn’Yp + NCQSt) + Cp (2Ncstpcst — n?’yn'yp + Pfst)
2
+3(Cp + Cp) (2AN1ANT + AN2AN3 + 2AN3AN3) (A.7a)
1
e =C (2Nest Pest — 139 Yp + Nit) + Cp (2Nest Pest — i vnYp + Py
3
+3(Cr + Cp) (2AN1ANT + 2AN>AN; + AN3AN3) (A.7b)
G?uger = - [Cn(chst + Pcst) + Cp(Ncst + 2Pcst)] (ANlANl + QANl*AN{i)
G;?uger =—2 [Cn(2Ncst + Pcst) + Op(Ncst + 2Pcst)] ANIANZ
— (C + Cp)(BANT AN AN, + AN; AN; AN ) (A.7d)
(A.Te)

Let us move on to the SRH recombination rate. First, we linearize the denominator
of equation (4.44). In other words, the nonlinearity induced by the denominator of the
SRH recombination rate is only taken in first order. The denominator is expanded as
follows

1
Tp(N + nivn) + T (P + nivp)

~Deno{1 — Deno(7p + )

[(AN1 exp(iwt) + AN} exp(—iwt)
AN, exp(2iwt) + AN; exp(—2iwt)
AN3 exp(3iwt) + AN3 exp(—3iwt)] }, (A.8)
where
1
Tp(Nest + 1ivn) + T (Post + 1iyp)

In the context of our investigations, this assumption proves to be good since the constant
mode of the carrier distribution (doping and constant mode of the excess carrier distri-
bution) is always larger than the other components, whether at low or high injection.

Deng = (A.9)
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Expanding the complete equation (4.44)), the SRH recombination rate reads

SRH SRH
Recy ™ =Recos;

— Dend(7n + 1) [2(Pest + Nest) (AN1ANT + AN2AN5 + AN3AN3)
+ 6R(2ANIAN2ANS + ANPAN3) |

where
Rec?sr:H - DenO(NcstPcst - n?'}’n')’p) (All)

is the SRH recombination rate when only the probe and the constant mode of the pump
irradiance are shining. It can be seen that more constant recombinations occur under
harmonic excitation than in time-independent conditions. This leaves room for harmonic
generation.

The fundamental mode of the SRH recombination rate id’]

Reci™ =ARecSRH
—Dend(7n + 1) [(Pest + Nost)(—AN; ANy + 2AN; AN3 + 2AN; AN)
+6AN;AN3AN; + 3ANSAN; 4+ 3(ANT)?AN;
+6ANIAN2 ANy + 2ANTANT + Negt Pest AN |
+ Deng(—AN1AN; + niy,7p + 2AN; ANz + 2AN5 AN3), (A.12)

where

ARecii™ = — Deng (7n + 1) ANt [(Pest + Nest)ANT + ANIANT — nivynyp]
+ Deng [(Pest + Nest) AN + ANTANT — 1277 (A.13)

Similar to Auger recombinations, the second and third harmonics of the SRH recom-
bination rate are written as

AN
Recs™ =02 — 5™ (A.14a)
T2
AN.
SRH 3 SRH
ReCS :TSSRH — G3 5 (A14b)
where 5™ (resp. 75™) and GSRY (G5RM) respectively represent the pseudo SRH

recombination lifetime and generation rate of the second (resp. third) harmonic. It can

7Similar to Auger recombinations, a few constant terms have been added in this expression in

order to artifically have AReCCAS'tlger to appear. They however disappear in the actual expression.
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be easily proven that

1 * * *
7SRH = - Deng (Tn + Tp)(NcstPcst — n?’)’n'}/p + 6AN1AN1 + 3AN2AN2 =+ 6AN3AN3)
2
+ Den() (Pcst + Ncst) (A15a)
1 * * *
TSRH == Deng('rn + Tp)(NcstPcst - n?’Yn’Yp + 6AN1 ANy + 6AN2 AN, + 3AN3AN3)
3

+ DenO(Pcst + Ncst) (A15b)
G5 = — Denj(7y + 7p)[(Nest + Pest)(2AN AN3 + ANY)
+ 6AN1AN§AN3 + GANlANl*ANQ]

+ Deng(2ANT AN3 + ANY) (A.15¢)
G5™ = — Deng (7y + 7)[2(Nest + Pest) AN1ANs + 3ANT AN; + ANY
+ QDBHQANl ANQ (A15d)

A.7.1 Harmonic Generation due to Auger Recombinations

To confirm that the harmonics generated by the nonlinear Auger recombination rate
are of negligible amplitude, we have implemented and solved the system of four coupled
equations solving for the constant mode, fundamental mode, second and third harmonics
of the excess carrier distribution in a homogeneously doped silicon substrate.

The obtained amplitudes are shown as a function of p-type doping concentration in
Figure (Da1 = 0 and no BGN are assumed). It can be seen that the second and third
harmonics are smaller than 1% of the constant and fundamental modes, independently
from doping. Similarly, the error made on the constant and fundamental modes of the
excess carrier distribution when neglecting the harmonic generation of the nonlinear
recombination rate is also negligible.
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Figure A .13: Variation with doping in (a) the constant mode, (b) the amplitude of the fundamental

mode, (c) the amplitude of the second harmonic and (d) the amplitude of the third harmonic of the
14.32). These calculations take consideration of

excess carrier distribution, solutions of equations |

the second and third harmonic generation of the Auger and SRH recombination process [equations
(A.2) to (A.15)] but neglect the effects of Dy1 and BGN. The blue lines (right scales) underline the
relative error made on the constant and fundamental modes when the second and third harmonics are

neglected.
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