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Abstract

Chemical mechanical polishing: asperity-based computational modeling at the feature and
die scales

by
Brian Salazar
Doctor of Philosophy in Engineering- Mechanical Engineering
University of California, Berkeley

Professor Hayden K Taylor, Chair

Semiconductor manufacturing is the process used to create electronic computer chips. Ad-
vancing semiconductor process technology enables the design of new computer chips with
lower power requirements and faster speeds. For our society, this enables expanded avail-
ability of communications, higher levels of defense, more intelligent modes of transportation,
and higher capacity consumer electronics.

Chemical mechanical polishing (CMP) is a crucial step in semiconductor manufacturing, as it
enables the manufacture of ever-smaller integrated circuits that would not be possible with-
out it. One significant CMP application is the shallow trench isolation (STI) process, where
CMP is used to planarize oxide; this oxide subsequently forms dielectric isolation between
transistors. While critical and ubiquitous in semiconductor manufacturing, CMP presents
many open engineering problems, including the need to reduce chip defects and maintain
high efficiency. For STI in particular, the relevant efficiency metric is the planarization effi-
ciency, which evaluates the normalized difference in material removal rate within desired and
undesired areas. Many components synergize to make an efficient CMP process, including
the polishing pad, the polish material (wafer), the conditioning disk, and the abrasive slurry.

This thesis focuses on the polishing pad’s role in polishing. As recent advances in additive
manufacturing enable a much larger space of possible pad designs, this thesis provides a
framework for modeling the efficiency of a pad design, which may guide optimal pad design
selection. At present, polishing pad selection requires significant trial and error, which
involves testing multiple pad designs (at a high cost) until the CMP tool user identifies a
suitable pad design. The CMP tool user repeats this trial and error process for each new
chip design since each has its polish requirements. A computational prediction tool that
replaces this trial and error process would be beneficial for reducing the development time.



However, computational modeling of this process is a highly complex task, as the process
contains billions of polygons that would be impossible to represent computationally. I present
a framework for simulating the polish between a given chip layout and pad design. In
particular, this work enables the simulation of polishes using segmented pads, consisting of
a higher elastic modulus contacting material embedded in a lower elastic modulus material.
The simulation of a multimaterial CMP pad in such detail is novel. The computational
method uses a contact wear model and well-established tribology and contact mechanics
techniques. In CMP, the pad’s surface texturing plays a dominant role, as only a few
asperities that protrude furthest from the pad are contacting the polish material. This
thesis shows the use of microscopy techniques to scan an entire, used CMP pad surface. The
computational method then uses that experimental scan as input to contact simulations.

Before simulating die polishing, we must understand how features with a given size, shape,
and height behave when polished by a given pad. This thesis first presents a feature scale
model, which predicts a pad’s planarization efficiency when polishing features with known
size, shape, and height. This feature scale model operates by simulating the solid contact
between the pad and features across the range of relative positions and rotations and subse-
quently averaging the behavior across those positions and rotations. This information feeds
into the die-scale model, which predicts the polish behavior for arrangements of various
features.

As a result of this modeling work, we can look forward to application-specific CMP pad
development. Until now, the design of a CMP pad relied heavily upon trial and error at high
experimental cost; this model now informs that design process for the first time.



To my family, who immigrated to the U.S. so that their children may have access to
education.
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Chapter 1

Introduction

1.1 Chemical mechanical polishing: background

Chemical mechanical polishing (CMP; also known as chemical mechanical planarization) is
ubiquitous in semiconductor manufacturing. When an integrated circuit (IC)—such as your
computer’s processor—needs to be fabricated or when a micro-electro-mechanical system
(MEMS) device—such as the accelerometer and gyroscope in your smartphone—needs to
be produced, the CMP process is employed. Fabrication of those consumer products likely
requires multiple CMP steps, making CMP a critical and frequently employed process. Be-
cause the deposition of thin films onto patterned semiconductor substrates is non-planar,
CMP enables the fabrication of advanced IC chips and MEMS devices. That non-uniform
film thickness complicates subsequent steps in the long sequence of semiconductor processes.
Hence, CMP’s role is to selectively polish the thin film to make the resultant film more
planar and ready for subsequent process steps.

CMP tools, such as the one described in Section [A.2] are used to perform the CMP
process, and tool makers consistently release new tools. There is typically a high cost
associated with running a CMP tool due to high equipment, consumable material, and
cleanroom operating costs. As a result, tool users aim for low process times (also known
as high-throughput). Figure contains a schematic of a typical CMP tool. The polish
material is a silicon wafer that has undergone at least one thin film deposition. The schematic
shows a CMP process in which a wafer and pad rotate about their respective centers, with
their rotations being non-concentric. Additionally, the wafer sweeps back and forth along
the pad in one direction, which I will describe as horizontal. There are other CMP forms, but
this dissertation focuses on this specific form since the experiments employed this particular
setup.

The setup consists of a wafer loaded into a wafer carrier (also called the polishing head).
Silicon wafers have standard sizes, with a 300 mm diameter being the typical size used in
semiconductor fabrication plants. A retaining ring surrounds the wafer edge and controls
the pressure at the wafer edge. The wafer carrier rotates and translates horizontally at
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Figure 1.1: Schematic of a CMP tool, showing the location of the wafer carrier, pad, pad
conditioner, and slurry source. The pad’s rotational motion, the wafer’s rotational and
sweeping motions, and the applied pressure between the wafer and pad are illustrated.

prescribed speeds while a set down pressure is applied. Wafer carriers contain sensors that
monitor the applied pressure on the wafer. Advanced wafer carriers may have a membrane
between the wafer and retaining ring. This membrane allows for finer control of the pressure
distribution: by creating zones that are a set radial distance from the wafer center and
through the retaining ring, the average pressure within these zones may be adjusted to
achieve higher uniformity.

At the interface between the wafer and pad is a slurry, which contains abrasive particles.
A common abrasive particle choice is cerium oxide (ceria), which has a diameter on the order
of tens of nanometers. Slurry has multiple roles: to provide the particles that abrade into the
film and provide chemical modification and weakening of the film. Since slurry constantly
flows out the system (as it flows off the pad edge), it is also constantly supplied into the
system through an inlet.

This dissertation focuses on one particular CMP component: the pad. Its purpose is to
provide the pressure required to remove material from the wafer. The pad typically has a
diameter of about 76 cm and is made from a polymeric material. The pad is onto the platen,
and it provides the rotational motion.

The fourth CMP component is the conditioning disk (also known as the pad conditioner
or diamond disk), which imposes a certain roughness on the pad by mechanical abrasion. The
disk contains multiple, small diamond protrusions; fine disk designs contain smaller, closer
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packed diamonds than in coarse disk designs. During conditioning, the conditioner presses
onto the pad with a prescribed downforce, which causes the tallest diamond protrusions to
abrade the pad [1]. Before any wafers are polished, the pad will undergo a break-in step,
wherein it may undergo conditioning for around an hour. The conditioning allows the pad
to attain a specific and uniform roughness characteristic. As the pad polishes a wafer, the
pad itself will flatten (known as glazing) and wear, which can be detrimental to the polishing
uniformity [2], [3]. Hence, the pad needs to be conditioned throughout its life so that its
roughness can stay consistent over time. There are two conditioning options: ex-situ and
in-situ. In in-situ conditioning, the conditioning happens while a wafer is being polished.
The drawback is that a pad particulate that the conditioner has dislodged may contact the
wafer and create a defect. In ex-situ conditioning, the conditioning happens in-between wafer
polishes and not while a wafer is being polished. The drawback is that more time is required
to process one wafer. During conditioning, both the pad and conditioning disk experience
wear. Kim investigated this wear mechanism and found that the polish performance may
vary over the pad’s lifetime [4].

There are many forms of CMP, categorized into metal CMP and dielectric CMP, where
the naming refers to the polish material. Two common metal CMP applications are the
damascene and dual-damascene processes, where copper (a conductor) is polished. Two
common dielectric CMP applications are interlayer dielectric (ILD) CMP and shallow trench
isolation (STI) CMP. In ILD CMP, a dielectric material located between metal interconnects
is polished. This dissertation focuses on the shallow trench isolation process, where silicon
dioxide (also called oxide, an insulator) is polished. Sectionfurther describes this process.
The modeling principles discussed in this work are readily adaptable to include other forms
of CMP.

1.2 The shallow trench isolation (STI) process

The shallow trench isolation process is a multi-step process used for fabricating transistors
and involves deposition, etching, patterning, and polishing steps. Figure is a schematic
that shows the wafer before the CMP step. The silicon substrate contains an etched feature.
Above the silicon is a thin pad oxide layer, followed by a nitride layer and another thicker
oxide layer. The schematic depicts the active and trench oxide regions, and a step between
the two regions is visible. CMP’s goal is to remove the active oxide and to flatten this step
and, as shown in Figure [[.2b] The nitride layer serves as a stop layer and protects the
oxide layer beneath it [5]. However, the CMP process is inherently non-ideal due to factors
described in Section [1.6] Those factors mean that some features will polish faster than
other features. CMP users must ensure complete active oxide clearing across the wafer for
subsequent nitride stripping). To accomplish complete active oxide clearing, CMP users may
decide to overpolish the wafer, leading to the pad potentially removing more trench oxide
than desired. Figure illustrates this undesired trench oxide removal (called dishing).
Additionally, while the nitride layer has a higher resistance to polish than the oxide, it
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may slowly polish, leading to erosion; significant nitride erosion may lead to damage in the
underlying active silicon [6].
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Figure 1.2: Schematic of a single feature on the wafer (in cross-section) undergoing the CMP
step of the STI process. (a) shows the feature’s geometry prior to polishing. (b) shows the
feature’s geometry following an ideal polish, including complete active oxide removal and
no dishing. (c¢) shows the feature’s geometry following a non-idea, realistic polish, including
dishing and potential nitride erosion.

This dissertation focuses on models that can assist CMP users to attain that first process
goal: to remove the active oxide as quickly as possible and reduce dishing. There exist
published works that assist with the second goal of predicting the nitride erosion profile |7].
Future work may expand this model towards more accurate nitride erosion predictions.
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1.2.1 Polish metrics

There are several quantitative metrics for determining the quality of a CMP process. For
STI CMP, we define the planarization efficiency as

Rac ive — R renc
PE. =4 trench (1.1)

Ractive

where R,.ive is the material removal rate in the active region (units of length per time) and
Rirencn 18 the material removal rate in the trench region.

The presence of the step between active and trench regions means that contacting as-
perities will compress to a lesser extent in trench regions than in active regions, leading to
Ractive > Rirencn- It then follows that the planarization efficiency may have any value between
0 and 1. A CMP process with a planarization efficiency of 1 is ideal, and a planarization
efficiency of 0 corresponds to having no selectivity between the trench and active oxide re-
gions. Note that the planarization efficiency varies with respect to time and position on the
wafer. The planarization efficiency’s temporal dependence arises from the decrease in fea-
ture step heights as the polish proceeds. The smaller feature heights have a higher likelihood
that a pad asperity will contact the trench and experience higher trench pressure since they
may compress pad asperities to a greater extent than a feature with a larger step height.
The planarization efficiency’s spatial dependence arises from multiple factors, including the
pressure distribution, slurry distribution, and temperature distribution.

Semiconductor manufacturers also seek to quantify the amount of variation in the oxide
thickness, both for a specific die and across the entire wafer. The within-die-non-uniformity
(WIDNU) is the range in oxide thickness across a specific die, and the within-wafer-non-
uniformity (WIWNU) is the range in oxide thickness across the entire wafer. Ideal polish
processes would have WIDNU and WIWNU values approaching zero. Additionally, the CMP
process may introduce defects onto the wafer, such as embedded particles, scratches caused
by slurry particles, and scratches caused by conditioning disk diamond debris [§]-[10]. A
cleaning process is performed after CMP to remove some of these defects, but not all defects
can be corrected. The defectivity is often expressed as the number of defects measured
within a given area or as a count across the entire wafer, and the type of defect may also
subdivide it.

Since CMP tool time is costly, CMP users seek to process wafers as quickly as possible.
To quantify this, we evaluate the process’ blanket removal rate. The blanket removal rate
is the change in polish film thickness divided by the polish time for an unpatterned wafer,
typically averaged across many locations on the wafer. The blanket removal rate depends
on many process parameters, including the pad, wafer film material |11], slurry, applied
pressure, rotational speeds, and conditioning disk.
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1.3 Challenges for CMP processes

When a wafer needs to be polished, a CMP user must select various CMP process parameters,
and costly trial-and-error experiments guide these parameter selections. CMP intimately
couples the conditioning disk, slurry, pad, retaining ring, and wafer; changing any one of
these consumables is likely to alter the polish behavior [12]. Furthermore, each of those
consumables has additional process parameters associated with it, such as the conditioning
disk’s down-force and sweeping motion and the slurry’s flow rate. Zhao discusses how the
various process input parameters synergize to create multiple distributions across the wafer
(for temperature, sliding distance, slurry, and pressure), which then determine the removal
rate distribution [13]. A particularly non-obvious example of how multiple input parameters
may interact is in regards to the wafer rotational speed to pad rotational speeds ratio and the
wafer horizontal speed to wafer rotational speed ratio, which Zhao showed to have drastic
effects on how uniformly a slurry particle slides across the wafer [14]. By developing a
kinematic analysis of a single particle trajectory across the wafer surface, Zhao found that
some combinations of those two process ratios result in some wafer regions where a particle
did not contact as much as the remaining regions [14].

One of the CMP user’s goals is to minimize the slurry mean residence time (so that fresh
slurry may be incorporated) and maximize the slurry utilization efficiency (to minimize
slurry wastage). Mu experimented with grooved pads and found that the mean residence
time increased with the pad groove width and decreased with the applied pressure [15].
Additionally, Mu found that the slurry utilization efficiency increased with the pad groove
width only up to a certain point before plateauing and did not change with the applied
pressure.

The conditioning disk selection and the path that the conditioning disk takes as it sweeps
across the pad are of great importance. CMP tools typically allow the user to specify the
disk’s velocity across multiple zones, with each zone specified as a certain radial distance
from the pad center [16]-|18]. Lee investigated sweeping profile effects and determined that
this choice affects the wear behavior across the pad, which may subsequently affect the polish
behavior [19]. Ban developed a computational simulation of pad conditioning and used it
to study the tilt angle’s effect on the pad surface texture, where the tilt angle is the angle
between the conditioning disk and pad [20]. Ban’s simulations showed that for a zero tilt
angle, the sweeping profile held a dominant effect on the pad’s nonuniformity [20]. However,
for a non-zero tilt angle, the tilt angle held a dominant effect on the pad’s nonuniformity,
compared to the sweeping profile [20].

Khanna determined that conditioning disk diamonds that are too sharp lead to an un-
stable CMP performance, and the conditioning disks themselves require a break-in period
so they may reach a stable regime [21]. Khanna additionally discussed the coupling between
pad design and conditioning disk selection and experimentally determined that a porous pad
achieves the best uniformity with a fine conditioner. In contrast, a solid pad achieves the best
uniformity with a comparatively moderately-coarse conditioner [22]. Khanna’s experiments
on conditioning disk parameter selection show that optimizing the pad’s surface roughness



CHAPTER 1. INTRODUCTION 7

can lead to improvements in the material removal rate and planarization efficiency while
also minimizing overpolishing effects and reducing the slurry flow rate requirements [23].
Additionally, Khanna found that optimizing both the surface roughness and the pad surface
hardness improved the planarization efficiency and defectivity compared to a standard pad.

The process temperature is a parameter that a CMP user cannot specify but is crucial to
determining and understanding the polish behavior, as elevated temperatures may affect the
pad’s mechanical properties and the slurry’s chemical reactivity. Matsunaga found that an
increase in the polish temperature results in a higher removal rate [24]. Khanna’s experiments
showed that the polish temperature might increase substantially, especially with long polish
times, which leads to a decrease in the pad’s storage modulus, and results in a higher removal
rate and a lower planarization efficiency [25]. Similarly, Suzuki showed that pads may exhibit
nonlinear viscoelastic behavior [26]. Viscoelastic pad behavior may affect the polish since
pad asperities may more readily reach into trench regions as the loading time and operating
temperature increase. A similar effect is that the pad—and especially soft pads—may shrink
over time due to moisture loss [27]. That shrinkage results in non-uniform pad conditioning
which may affect polishing performance [27].

As the semiconductor industry advances towards more sophisticated chip designs, with
smaller feature sizes and more layers, CMP needs to advance with the goals of achieving
a higher planarization efficiency, a higher removal rate, and a lower defectivity. Signifi-
cant research efforts aim to improve all aspects of CMP, including both the CMP tools and
consumables. Conditioning disk designers frequently introduce new disks with more sophis-
ticated diamond designs, such as described in [28]. Additionally, the development of new
slurries with new abrasive particles and chemical compositions progresses, as described in
[12], [29]. Finally, pad development progresses, as described in Section [L.4

As the number of available CMP consumables is consistently increasing, CMP tool users
need guidance to select the optimal consumable combination. This work aims to guide
CMP pad selection, which may significantly reduce the amount of trial-and-error required
to optimize CMP for a particular wafer design.

1.4 Novel CMP Pads

CMP pads are composed of polymeric materials, which allows for sufficiently high contact
pressures to generate material removal while allowing sufficient pad compliance and confor-
mation to the wafer. Cook classified pads into four categories: I. pads based on impregnated
felts, I1. synthetic suede, III. closed-cell polyurethane foams, and IV. solid grooved polymers
[30], [31]. Pad class III is the most commonly used, with pad class IV being the second most
commonly used. This work discusses pads of both Class III and Class IV.

The use of a solid (non-porous) pad allows for attaining a higher planarization efficiency,
while the incorporation of porosity allows the pad properties to be tuned (towards a lower
effective modulus), which may result in lower defectivity at the cost of a lower planarization
efficiency.
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Pads contain both microtexture (imposed onto the pad by the disk conditioner) and
macrotexture (determined by the pad groove designs); Li studied how that texturing may
facilitate slurry transport [32]. When generating a surface microtexture on a solid pad, that
texture is a function of only the conditioning disk, whereas when using a porous pad, that
texture is a function of both the conditioning disk and the porosity size and distribution.
Pads may be grooved, which means that grooves are cut into the polymer; these grooves
may serve as pad compliance mechanisms and as slurry reservoirs. As the slurry is dispensed
into a CMP process, there are two important metrics to evaluate: the slurry mean residence
time is the amount of time that the slurry remains in the pad-wafer interface, and the slurry
utilization efficiency is the volumetric flow rate ratio of slurry that contributed to polishing
to the total amount [15].

Perhaps the most studied pad is DuPont’s IC1000™ pad, composed of a porous poly-
urethane, is classified as a hard pad, and is available in various groove designs. IC1000™ is
used as a top pad, then stacked and adhered onto a sub-pad. DuPont’s Suba™ IV is the
sub-pad commonly used with IC1000™; Suba™ IV is highly compressible, which allows the
top pad to better conform to the wafer and hence improves wafer uniformity.

Modern manufacturing processes, such as 3D printing, allow CMP pads of a much wider
range of geometries and material combinations to be fabricated [33]-[35]. The question
is now: if CMP pads can be additively manufactured, how do we decide on optimal pad
designs? This work aims to provide a CMP prediction tool that accounts for the pad’s role.
Our prediction tool may subsequently allow the pad design to be optimized for polishing a
given die design.

1.4.1 Segmented CMP pads

The pads discussed in this work are known as segmented pads, which are monolithic and
not composed of multiple different pads. These pads still contain distinct top and sub-pad
regions, but the fabrication process allows the pad to be formed as one. The top pad consists
of high modulus segments, which are the portions that contact the wafer. This segmentation
allows the pad to achieve a degree of local planarity (across the width of the segment) while
allowing longer range conformation across the wafer. In between the segments are grooves,
which may serve as slurry reservoirs and affect slurry transport. A pad without any segments
is likely to possess both high nonuniformity and low material removal rates since it cannot
conform to the wafer, and the slurry cannot reach into the pad-wafer interface. The subpad
is designed to enable the segments to flex and conform to the wafer, and it does not directly
contact the wafer.

1.5 Material removal mechanisms

The mechanisms by which material removal occurs are not entirely understood. It is still a
subject of debate whether pad asperities directly contact the wafer and maintain the entire
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applied load or if the slurry carries some or even all of that load. Further, when supposing
that the pad asperities are contacting the wafer, what is the nature of that contact and what
is occurring at the interface. In particular, what percentage of material removal is caused by
pad asperities directly contacting the wafer and what percentage is caused by slurry particles
that are trapped between the pad asperities and the wafer?

1.5.1 Lubrication regimes and the Stribeck curve

For two contacting, solid, lubricated bodies, there are three possible lubrication regimes:
boundary lubrication, mixed lubrication, and full film lubrication [36]. Other writers may
refer to these three regimes by other names, such as contact lubrication, mixed lubrication,
and hydrodynamic lubrication / hydroplaning. In boundary lubrication, the solid bodies are
so close together that the pressure is carried by contacting asperities. In full film lubrication,
there exists a lubricant film that prevents the two bodies from directly contacting. That
lubricant film has a thickness and maintains a hydrodynamic pressure, and it is important
to note that the lubrication film discussed here is distinct from the thin film that is being
polished by CMP. There are two sub-regimes within full film lubrication: elastohydrodynamic
lubrication (EHL) and hydrodynamic lubrication. For a system in a full film lubrication
regime, if the deformation within at least one of the bodies is on the same order of magnitude
as the film thickness, then it is considered as EHL; otherwise, if the solid deformation is
negligible compared to the film thickness, it is considered as hydrodynamic lubrication.
Finally, the mixed lubrication regime is a transition between boundary lubrication and full
film lubrication: the pressure is carried by both contacting asperities (in some regions) and
a hydrodynamic lubrication film (in the remaining regions).

To help identify the lubrication regime between two solid bodies, the Stribeck curve may
be generated [37]. The Stribeck curve plots the coefficient of friction against the Hershey
number on logarithmic axes. The Hershey number is the dynamic viscosity (Pa-s) times
the rotational speed (i) divided by the applied pressure (Pa).

Previous researchers have performed experiments to generate Stribeck curves of particular
CMP processes [38]-[41]. Liang found that their copper CMP process likely operates under
boundary lubrication [42]. Kasai found that their wafer may not have been held level during
polishing but instead angled toward its leading-edge, leading to a non-uniform lubrication
film thickness [43]. Doy presented a CMP process where the lubrication regime depended on
the pad groove design; using a positive spiral design resulted in a mixed lubrication regime
while using a negative spiral design resulted in boundary lubrication [44]. Recently, Borucki
developed a theory where the lubrication film is envisioned to cycle between providing lift
and suction forces on the wafer at high frequencies, and the lubrication film carries a higher
percentage of the load when the wafer is in lift mode [45]. While there is no consensus
within the CMP community on which lubrication regime a CMP process experiences, and
it is possible that different CMP processes will undergo different lubrication regimes, the
boundary lubrication regime is more stable and results in the higher removal rates that
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CMP users often desire. As such, we will ignore any lubrication film thickness effects and
develop our model for boundary lubrication.

1.5.2 Two-body vs three-body contact

As the pad is pressed against the wafer, there are two different types of contact: there is two-
body contact in which the pad asperities directly contact the wafer, and there is three-body
contact in which abrasive particles are embedded into the interface between contacting pad
asperities and the wafer. The presence of abrasive particles at the contact interfaces leads to
higher local pressures than if they were not present; the abrasive particles may be thought
of as high hardness, low contact area indenters that plow through the chemically-weakened
oxide.

Previous researchers have studied the abrasive particles’ role in polishing. Bozkaya states
that the majority of material removal is caused by three-body contacts [46], and Kim en-
visions polishing as a long sequence of particles producing fine scratches on the wafer [47].
Sampurno found that the material removal rate tends to increase linearly with the median
particle size [48] and Srinivasan provided a detailed overview of chemical mechanisms that
facilitate material removal [5]. Recently, Jeon performed experiments that showed that the
particle material choice might alter the material removal rate’s relationship with the contact
area ratio [49]. In Jeon’s experiments, increasing the contact area ratio resulted in a higher
material removal rate when using ceria particles but resulted in a lower material removal
rate when using silica particles [49]. Jeon posited that this behavior change was due to the
particle’s bond strength. Ceria forms a stronger bond with the oxide film than silica does,
so the ceria particles were more likely to penetrate the film, whereas the silica particles were
more likely to roll across the oxide instead of penetrating [49]. When using ceria, increasing
the contact area ratio led to more contacting particles, and hence higher removal rates [49].
This is in contrast to the silica particles, for which increasing the contact area ratio led to
lower pressures on individual particles, thereby increasing the probability of rolling instead
of penetrating and leading to a lower material removal rate [49]. While this dissertation
focuses on two-body contact, the role of abrasive particles could be incorporated later.

Knowing the contact area ratio between the pad and wafer is important. The contact
area ratio is the ratio between the real contact area and the apparent (nominal) contact area.
The contact area ratio depends on many CMP process parameters, including the pad design.
A two-body contact scenario with a contact area ratio close to 1 would produce much lower
contact pressures than a scenario with a contact area ratio close to 0. Section provides a
review of previous experimental efforts to measure the contact area ratio in CMP processes.
This work proceeds by assuming that CMP’s contact area ratio is indeed much smaller than
1% so that material removal occurs due to high contact pressures between pad asperities
and weakened oxide.
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1.6 Length scales at which to study CMP

CMP modeling is an interesting and complicated problem to study because of the multiple
length scales at which polish occurs. Pads have a diameter of about 760 mm, and they polish
wafers with a diameter of 300 mm. The wafers contain tessellations of dies, which will later
be diced out of the wafer to become individual computer chips. Those dies contain feature
arrangements of multiple sizes and shapes. Then, it is pad asperities and slurry abrasives
which cause material removal.

Figure [1.3] shows the four relevant length scales at which CMP variation occurs, as dis-
cussed in this dissertation, and other researchers may categorize the length scales slightly
differently [50]. The individual particle scale is on the order of 10 nm—100nm, and the par-
ticle size and concentration are contributing parameters [48], as is the pad asperity’s shape
[51], [52]. At the feature-scale, which is on the order of 10 nm-1 mm, the feature’s size, shape,
and height are important. At the die-scale (on the order of 10 mm), the die’s design—mnamely
the pattern density arrangement—may affect the polish. Namely, a given feature’s polish-
ing may be affected by its neighbors. The final length-scale is the wafer scale, which is on
the order of 300 mm. The wafer’s average pattern density may contribute at this scale, as
wafers with a larger feature area will distribute the pressure over that larger area, leading
to lower local pressures and hence lower removal rates. Additionally, wafer edge effects are
well-documented [53]-]55], as features near the edge of the wafer may experience higher local
pressures and hence higher removal rates compared to features near the wafer center.

The accumulation of effects across these four relevant length scales leads to non-ideal pol-
ishes, and accounting for all of these contributors is a complex task. Additionally, because of
this multi-scale nature, it would be computationally infeasible to use more traditional mod-
eling methods, such as the finite element method, because the number of required elements
would be too large. This dissertation focuses on two length-scales: Chapter [3| discusses
feature-scale modeling and Chapter 4] discusses die-scale modeling. Future work could in-
corporate the particle and wafer scales.

1.7 Tribology and contact mechanics: previous work

As this dissertation relies heavily on and advances existing tribology and contact mechanics
techniques, it is important to contextualize this work within the existing literature.

1.7.1 Single and multi-asperity models

(Classical contact mechanics often deals with the stress distribution that develops in a smooth,
elastic half-space when it is loaded by a smooth indenter, and Johnson [56] provides an
overview of those methods. In particular, the classic Hertz theory of contact assumes that
the materials behave elastically, the contact area ratio is small, each body is an elastic half-
space, and the surfaces are frictionless. The finite element method has been used to simulate
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Figure 1.3: The various length-scales at which polishing non-uniformity occurs. At the scale
of an individual particle, the particle size and concentration may affect the contact pressure.
At the feature scale, the feature shape, size, and height may affect the feature’s planarization
efficiency. A die’s layout, and especially its pattern density distribution, may lead to non-
uniform polishing at the die scale. Finally, at the wafer scale, the wafer’s average pattern
density may affect the average removal rate, and the polishing behavior near the wafer edge
may differ from that near the wafer center.

the contact between a rigid, single asperity (indenter) and an elastic, perfectly-plastic layer
on an elastic, perfectly-plastic substrate, but the finite element method is limited to small
simulation domains, due to computational cost .

Real contact scenarios contain surfaces where multiple asperities are contacting, and not
where only a single asperity is contacting, and the solution procedure for multi-asperity con-
tact problems often uses results from single-asperity contact problems —. Greenwood
and Williamson developed the often-cited theory for the contact of two rough, nominally-flat
surfaces; Greenwood and Williamson [61] is one of the early works where a multi-asperity
model is developed. Critically, Greenwood and Williamson employ Hertzian contact the-
ory and assume that the contacting asperities deform independently of each other, which
drastically simplifies the contact problem and may not be realistic for CMP. Additionally,
the Greenwood and Williamson theory allows for a small amount of plastic deformation,
which occurs when an asperity’s contact pressure exceeds a certain value, and Greenwood
and Williamson argue that the elastic theory may still be employed as long as the plastic
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contact zone is small in comparison to the elastic contact zone. They implement their theory
for the cases when the asperity heights have either an exponential or Gaussian distribution
and use these assumptions to predict the contact area. Komvopoulos used a 2D finite ele-
ment method to simulate the contact between a rigid surface with multiple asperities and
an elastic half-space, and found that closely-spaced, contacting asperities may influence each
other [62)].

1.7.2 Models that incorporate measured surfaces

The use of measured roughness profiles directly in simulations is a significant milestone for
contact mechanics theory, as the measured profiles may more closely match reality than
theoretical distributions. Webster analyzed the contact between two rough surfaces, in 2D,
and incorporated 2D roughness which was measured from a real surfaces [63]. Cole expanded
that analysis for layered surfaces, by investigating the contact between a flat, elastic layer on
an elastic substrate and a rough, elastic indenter, in 2D, also with 2D measured roughness
[64].

Following that work, many researchers have analyzed layered, rough surfaces in 3D; most
notably Nogi and Kato analyzed the frictionless contact between layered, elastic bodies and
a rough, rigid indenter where the indenter’s topography was represented as the sum of a
smooth sphere and 3D roughness measured from a nominally flat, real surface [65]. Nogi
and Kato’s work is also significant for employing the conjugate gradient method (CGM) to
iteratively solve the inverse problem (i.e. to determine the pressure distribution required
to impose a certain displacement) and, within each of those CGM iterations, using the fast
Fourier transform to determine the surface displacements given a pressure distribution. The
Nogi and Kato method also uses an iterative approach to determine the contact region, which
was previously described by Johnson [56]. The boundary element method approach taken by
Nogi and Kato, where the contacting layer’s pressures are calculated only at its contacting
boundary and not throughout the entire body, is significantly less computationally expensive
than a finite element method-based approach.

Peng and Bhushan (and later Cai and Bhushan) built upon Nogi and Kato’s work, but
instead of using a CGM solver, Peng and Bhushan used a quadratic programming approach
for solving the inverse problem, which may yield better results in contact scenarios with large
contact area ratios [66], [67]. Though Peng and Bhushan presented results using artificially
generated surfaces, they also stated that the method applies when using measured surfaces.
While previous research modeled surfaces as elastic—perfectly plastic, Chen et al. and later
Wang et al. developed contact mechanics theories for an elastic—plastic surface, and presented
results using measured roughness profiles [68], [69].

Other models take experimental asperity scans and fit characteristic parameters to form
a representative surface, such as a sinusoidal surface [68] or a fractal surface [70], [71] for use
in contact simulations. Yan developed the theory for contact between 3D fractal surfaces
and an elastic—plastic layered media |72].



CHAPTER 1. INTRODUCTION 14

1.7.3 Recent advances and applications

More recent advances in contact mechanics focus on incorporating the role of adhesion at
the contacting interfaces 73], [74] and on developing the boundary element method for the
mixed lubrication regime (both solid-solid contact and hydrostatic fluid carry the load) [75].
Additional studies on the contact between nominally flat surfaces investigate the role of
dynamic sliding effects [76], the behavior of oblique, contacting asperities [77], [78], and the
importance of asperity spacing and total number of asperities when one of the surfaces is
regularly patterned [79]. Contact mechanics-based approaches, like the ones discussed here,
have been used to model a variety of manufacturing processes, including the micro-embossing
of thermoplastic layers [80], nanoimprint lithography [81], and metal imprinting [82].

1.8 Previous CMP models

CMP modeling is a rich field, and there exist hundreds of previous modeling attempts in
the literature. The modeling goals vary from researcher to researcher but the understanding
gained from previous models is invaluable.

1.8.1 Models at a single length scale

A wide body of previous CMP modeling research exists, and specifically, many models focus
on CMP at one particular length scale. Stine, Ouma, et al. [83]-[85] significantly advanced
the understanding of CMP’s pattern dependence. Stine et al. presented an analytical model
for the removal rate as a function of the die’s pattern density which, while limited in its
predictive ability, is a remarkably simple and thus useful model [83], [84]. Ouma et al.
expanded upon that work by introducing the concept of the effective pattern density, and
using the effective pattern density instead of the local pattern density within the model [85].
The effective pattern density is computed by convolving the local pattern density with a
filter, where that filter has a characteristic length equal to the planarization length. The
planarization length is the distance over which the pad is able to completely conform to
the polish material’s topography [§], [85]. Ouma et al. showed a method for extracting
the planarization length from experiments using a characterization pattern layout, and their
experiments showed the planarization length to be several millimeters [85].

Many existing models are based on Greenwood and Williamson’s theory, including at
the asperity scale [86], [87] or at the feature scale [88], [89]. Vlassak developed one such
Greenwood and Williamson-based model at the feature scale, and discussed that the model
is limited to only features with size greater than the asperity size [90]. Seok used finite-
element software to determine the stiffness of asperities of various sizes, which are assumed
hemispherical in shape [91]. Boning provided an understanding of a pad asperity’s modulus;
by using a Greenwood and Williamson—based approach and modeling the asperity heights
as having an exponential distribution, Boning developed a relationship between the contact
area ratio and the pad asperity modulus [92]. Laursen et al. presented a 2D feature-scale
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model which predicts the polish film thickness as a function of the polish time, by calculating
the contact pressures between the pad and film [93].

1.8.2 Models which integrate fluid and solid mechanics

There also exist CMP models that incorporate the effects of both solid contact and fluid
mechanics, at the feature-scale |94] or at the wafer-scale [95]-[97]. Wang developed a the-
oretical feature-scale model using smoothed particle hydrodynamics |98]. By envisioning a
single asperity with a given shape (namely, a Gaussian shape), Wang found that the fluid
film pressure depends on the feature shape. Notably, the feature-scale model analyzed vari-
ous asperity to feature configurations, by allowing the asperity to sweep horizontally across.
However, the approach assumed the pad asperity to be rigid, and pad deformation may
significantly affect the pressure distribution.

Significant insight may be extracted from multi-scale CMP models. Kim created an
asperity- and wafer-scale model, with a modified version of Greenwood and Williamson’s
theory where the asperity height distribution is a Gaussian distribution that is clipped to
have a maximum asperity height [99]. By solving for both the solid-solid contact stresses
and the fluid pressures using finite element analysis, Kim found that the contact pressure
may vary significantly across the wafer.

1.8.3 Models which account for the spatial dependence of
applied pressure

Suzuki developed a finite-element analysis-based wafer-scale model for CMP processes which
use an airbag-type wafer carrier [55]. By simulating the contact stresses between the
wafer /retaining ring and pad, Suzuki found that the wafer edge’s contact pressures vary
significantly from the wafer center’s contact pressures. When comparing against experimen-
tally measured material removal rates across the wafer edge, Suzuki found that the simulated
contact pressures did not directly correlate with the material removal rates, and posited that
the coefficient in Preston’s equation (discussed in Section varies with respect to position,
since the abrasive particle distribution may be uneven. Chen also developed a finite-element
analysis-based wafer-scale model, and Chen’s analysis allows for multiple membrane zone
pressures within the wafer carrier [100]. Chen modeled both flat and bowed wafers, and
found that the zone pressures could be adjusted to reduce the size of the wafer edge affected
zone for both types of wafers. Wang similarly developed a finite-element analysis-based
wafer-scale model, which allows for multiple zone pressures, and found strong agreement
between simulations and experimentally-measured material removal rates [101], [102]. Zhao
expanded upon that work, and found that the zone pressure selections may lead to wafer
bending, which affects the fluid film pressure [54].
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1.8.4 CMP models that incorporate measured roughness

A limited number of CMP models directly used measured surface roughness. Terrell et al.
used a voxel-based simulation approach, and while the model incorporated wafer topography
measured using profilometry, it also used a statistically-generated pad topography and was
implemented for only small domains [94]. Similarly, in [103], Terrell et al. scanned the
substrate for use in simulations, though they also assumed the pad was flat. Gray modeled
the static contact between pad asperities (taken from a confocal microscopy scan of a small
pad portion) and a blanket wafer, which allowed for contact area ratio estimation [104]. Yu
incorporated a measured pad topography to calculate the contact area ratio between the pad
asperities and blanket wafer and the contact area ratio’s interactions with the pad design,
but did not allow for the plastic behavior of asperities [105].

1.8.5 Understanding the contact temperature

Borucki developed a 3D fluid flow and thermal model for copper CMP, which also incor-
porates a Greenwood-Williamson model [106]. He found that contacting asperities may
experience a higher temperature than previously understood, with simulations suggesting
that contacting asperity summits reached as high as 180 °C while the pad temperature (at a
spot near the wafer leading edge) remained closer to 40 °C.

1.8.6 Understanding the mechanics of grooved pads

Baisie et al. developed finite element analysis-based models for pad conditioning [107], [108].
By assuming linear-elastic, isotropic pad material properties, modeling the pad porosity as a
reduction in the pad’s effective modulus, and assuming that the contact interface between the
pad and conditioner is perfectly smooth, Baisie et al. provided insights into how conditioning
occurs. In particular, Baisie et al. discovered that as the simulated conditioner contacts the
pad, it is imposing a tilting motion onto the pad segment, and it is the softer sub-pad
deformation which allows the segment to remain closer to planar [108].

1.8.7 Asperity-based models for the polishing of patterned
wafers

It is worth noting that many of the preceding works involved the study unpatterned wafers
and/or flat contact scenarios. We will now devote our attention exclusively to asperity-
based contacts with patterned wafers. Feng developed a feature-scale model, where the
pad is envisioned as a linear-elastic half-space, the pad texturing is modeled using either a
Gaussian or non-Gaussian distribution, and the asperity distribution is characterized using
pad scans [109]. By using a Green’s function approach to predict dishing in a metal CMP
process, the interactions between neighboring asperities are not neglected and the model is
able to predict increasing dishing amounts as the feature size increases.
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Xie |110] and Fan [111], |[112] both developed models that assume asperities to behave
elastically, and to have negligible width. Thus, their models have no asperity size dependence,
and an asperity could just as easily reach into a small trench as it could to a large trench.
Xie’s pattern density step height (PDSH) model is particularly notable, as it predicts the
active and trench pressures as a function of only the feature’s step height, by assuming an
exponential asperity height distribution and the mean asperity height A [110]. Meanwhile, Xu
used an exponential asperity height distribution to determine the amount of feature dishing
as a function of the feature size in a metal CMP process [89]. The height distribution is
modified so that there is an asperity-size dependence, through the use of a fitting parameter.
While the use of statistical asperity height distributions may be insightful, scans for pads
used in this dissertation do not show the asperities in these experiments to have such a
mathematically-represented distribution. It is critically important to accurately capture the
asperity profile, as they determine the real contact area, and thus the contact pressures.

1.8.8 Multi-scale CMP models

No review of CMP modeling would be complete without discussing the influential work by
Luo and Dornfeld, who developed theories at multiple scales, including a 3D feature-scale
model that simulates evolution, a wafer-scale model (for both the boundary and hydrody-
namic lubrication modes), and a feature to die-scale model [113]. The multi-scale model
operates by envisioning pads to have a bulk layer with given stiffness and a uniform, flat
asperity layer with given thickness and stiffness. Since that asperity layer may have lower
stiffness than the bulk layer, the model is better able to capture dishing and feature size
dependence. The model procedure involves multiple steps, including using a 2D boundary
element model to determine the feature’s effective asperity layer stiffness, which would lead
to realistic feature size dependence. Then, that effective asperity layer stiffness is used in a
1D topography evolution model, where the pad mechanics are now envisioned as springs and
dashpots and not with a boundary element approach. This last point is why it was crucially
important to use the 2D model; if the asperities are envisioned as independent springs, there
is no feature-size dependence, but the use of an effective asperity layer stiffness whose value
depends on the feature size (a larger feature corresponds to a lower asperity layer stiffness)
does allow for feature size dependence. Within this 1D model, at the feature-scale, the con-
tact between the wafer and the asperity layer is computed and at the die-scale, the contact
between the wafer and the pad bulk layer is computed so that topography evolution may be
predicted.
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1.9 Existing contact area ratio estimations

1.9.1 Static methods for measuring the contact area ratio

Many researchers have attempted to experimentally measure the contact area ratio under
dry, static conditions [114]-[122]. This typically involves pressing a transparent material
(sapphire or quartz) onto the pad and scanning through the transparent material with a
confocal microscope. Sun used this technique and found a linear relationship between the
contact area and the applied pressure, with the contact area ratio under a 2 psi applied
pressure being 0.026% [115]. Isobe measured contact area ratios between 0.1% and 0.5%
under a 35 kPa (5 psi) applied pressure |[119]. Jiao found that the contact ratio is highly
dependent on the pad surface temperature [118]. By placing a heating element below the
pad, and calibrating a model for the pad surface temperature, Jiao found that the contact
area ratio increased from 0.029% at 25°C to 0.092% at 45°C. Elmufdi measured contact
area ratios between 1.0% and 3.6% for a 3 psi polish pressure process with various pads
[120]. Elmufdi’s subsequent work found that the contact area ratio is highly dependent on
the conditioning disk choice and conditioning time, with the measured contact area ratios
ranging from 0.07% to 13.40% (for a 4 psi polish pressure process and various pad options)
[121].

1.9.2 Dynamic methods for measuring the contact area ratio

It is difficult to accurately measure the contact area ratio from experiments, since the pres-
ence of slurry, velocity, and temperature all affect the pad deformation, but these variables
are difficult to simulate using the previously described static contact area measurements.
Instead, researchers have created dynamic contact area measurement apparatuses.

Uneda developed a method for in-situ contact area measurements, where the pad contacts
against an image rotation prism in the presence of slurry. [123], [124]. When light was
incident upon the top of the prism, the prism bottom completely reflected the light at
locations where there was no contact and diffusely reflected light at locations where there
was contact. These images were then captured using a camera, and the contact area ratio
was found to range between .3% and 1.1%, with a 10 kPa (1.45 psi) applied pressure.

Gray conducted dynamic contact ratio measurements on grooved pads, using Dual Emis-
sion Laser Induced Fluorescence [104]. In these experiments, the pad was pressed and rotated
against a transparent window, and two dyes were incorporated into the slurry. The light
emission through the transparent window provided insight into the fluid film thickness, with
higher light intensity corresponding to a larger film thickness. The contact area ratio was
extracted from the fluid film thickness, and the contact ratio ranged between 0.1% and 4%
for a 1.7 psi process. Gray additionally discussed possible limitations associated with per-
forming these dynamic measurements on grooved pads, as the slurry may accumulate at
the segment edges, thereby obscuring the measurements, and recognized that noise in the
measurement process prevented contact ratio measurements below 0.1%.
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Jiang used a simulation-based approach to estimate the contact area [125]. By scanning
a small pad portion with a confocal microscope, Jiang imported that texture into a finite
element analysis package, applied a nonlinear pad material model, and imposed contact with
a rigid flat plane. By simulating the loading and unloading, Jiang was able to measure the
amount of plasticity that developed in contacting asperities, and found that plasticity devel-
oped not only in the contacting asperity tips but also in the surrounding areas, suggesting
that asperities do not behave elastically and independently.

1.9.3 Implications of previous contact area ratio measurements
on CMP fundamental understanding

The preceding discussion illuminated the wide range in contact area ratio estimates, with
estimates spanning from as low as 0.026% to as large as 13.40%. When interpreting these pre-
vious measurements, it is important to recognize that each experiment was performed under
different conditions—pad, slurry, conditioner, substrate material, applied pressure, etc.—
and those conditions directly affect the contact area ratio. Additionally, each methodology
contains some amount of measurement uncertainty, and the associated resolution of imaging
might prevent measurement of small contact area ratios (< 0.1%). These two factors make
cross-comparison exceedingly difficult but it is still possible to draw generalizations about
where CMP typically operates. Most previous work found that CMP processes typically
operate with a contact area ratio around or below 1%, and potentially multiple orders of
magnitude below 1%, and only a minority of studies found higher values. This operating
zone with a contact area ratio below 1% may be desired for high removal rate processes, since
the sparse contact leads to high pressures and slurry access (though it may have drawbacks
for defectivity). For processes where the contact area ratio is below 1%, it is the tallest few
pad asperities that dominate the contact and models that assume flat pads are unrealistic.

An important limitation of all the works discussed in this section is the use of non-
patterned (i.e. blanket) wafers. While using blanket wafers to characterize a CMP process
and to estimate the contact ratio is very insightful, there is not yet enough understanding
on how the polish behavior translates from blanket wafers to patterned wafers.

1.10 The need for CMP modeling

CMP is an exceedingly complex process, with decisions on the consumable set and tool
parameters being intimately coupled with the design that is to be polished. The industry
provides hundreds of options for just one consumable, and that consumable choice has a
domino effect on the remaining consumable choices. At present, many CMP process decisions
are driven by trial and error (such as in Wang [126]), which can be time-consuming and costly.
At the same time, CMP is a ubiquitous process and is used for many steps in the fabrication
of the technology that drives our world, so reducing trial and error could lower production
costs, increase factory throughput, and enable fabrication of more advanced chips.
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Because the pad-wafer interface is so small, and consists of opaque materials that are
rotating at high velocities, we cannot directly measure what happens at the interface. We
can, however, use models to extract insights on what occurs at the interface, and use those
insights to engineer more efficient processes.

Additionally, CMP users may have conflicting process goals, as there is often a tradeoff
between planarization efficiency and defectivity, a tradeoff between the removal rate and
defectivity, and another tradeoff between the WIDNU and the WIWNU. Simulations may
assist in finding optimal process parameters and in designing new process consumables, which
can enable advanced semiconductor designs.

One particular modeling thrust that would benefit IC designers is the ability to integrate
CMP models into computer-aided design software, such as presented in [127]. If IC designers
possessed the ability to quickly predict how a particular layout would behave in CMP, they
could detect non-uniformity hotspots and take actions to reduce those impacts. One method
for this is to use dummy-fill (i.e. incorporate additional features into the layout which do
not contribute to the final chip’s performance but aid in maintaining polishing uniformity).
The decisions on where to incorporate dummy fill may be driven by modeling efforts [128].

CMP is filled with unanswered, fundamental questions which modeling efforts may at-
tempt to answer. Table contains a listing of open questions, and this list is by no means
comprehensive.
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Table 1.1: Listing of various fundamental questions which CMP models may aim to answer.

With respect to conditioning
e What is the optimal surface texturing to impart to a pad surface for a high removal rate

and planarization efficiency yet low defectivity?

e How consistent does the pad surface need to remain as polishing progresses, to reduce
wafer-to-wafer non-uniformity?

e What is the optimal disk sweeping profile for minimal variation across the pad?

With respect to pad design
e What is the optimal pad segment size and modulus for a high removal rate and planariza-

tion efficiency yet low defectivity?

e What is the optimal pad groove width and modulus for a high removal rate and planariza-
tion efficiency yet low defectivity?

e What is the optimal subpad thickness and modulus for a high removal rate and planariza-
tion efficiency yet low defectivity?

e How are the pad mechanics affected by the temperature?

With respect to feature-scale considerations
e How does a feature’s planarization efficiency depend on the pad’s segment size?

e How does a feature’s size, shape, and height affect its planarization efficiency?
e How can the amount of dishing within a feature be predicted / minimized?

With respect to die-scale considerations
e How can a designer optimize their layout design for minimal within-die-non-uniformity?

How can a process’ planarization length be determined?

How can optimal dummy fill patterns be determined?

Can die topography be predicted sufficiently fast for computer-aided design applications?
Within a die, where are the non-uniformity hotspots?

With respect to wafer-scale considerations
e How can a process achieve balance between the WIDNU and the WIWNU?

e Can we predict the polish time required for all features across the wafer to polish?

e How do the process parameters (such as the applied pressure, wafer’s rotational speed and
the pad’s rotational speed) affect non-uniformity?

e How can the optimal head membrane zone pressures be selected?

e How can the size of the affected zone at the wafer edge be reduced?

e How do the retaining ring size and positioning affect the polishing near the wafer edge?

With respect to the process in general
e What is the material removal law?

e How can the optimal slurry chemistry, particle size, and particle distribution be selected?
e Is the process operating in a stable lubrication regime or in an unstable regime?
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1.11 The need for a better CMP model

Recent advances in manufacturing have enabled new and almost infinite pad designs, and it
is these new manufacturing capabilities that have ignited the need for this modeling work.
Pad manufacturers seek pad designs that achieve high planarization efficiencies for a wide
variety of features, low defectivities, and high conformity across the wafer. They have many
fundamental questions, including those listed in Table [1.1]

Despite all the insightful modeling efforts described in Section [I.8 additional modeling
work is still required. In particular, a better CMP model requires

e An understanding of how neighboring asperities interact, and not a representation of
pad asperities that behave as independent springs.

e Realistic pad textures, based on pad scans, and not flat pad surfaces or purely theo-
retical asperity distributions.

e A thorough representation of the pad mechanical behavior as a composite material, in-
cluding the presence of segments and multiple constituent materials, and not a lumping
of the pad behavior into a layer with an effective modulus.

e Analysis for patterned wafer, and not solely blanket wafers whose polish behavior may
differ from that of patterned wafers.

e An understanding of multi-scale polish behaviors, as they may be more accurate and/or
computationally efficient than models which represent only one length scale.

The work presented here, and previously in [129], [130], is the first model which attempts
to incorporate these five requirements.

1.12 Thesis structure

Chapter [I| has reviewed existing understanding of the CMP process, summarized previous
modeling efforts, and motivated the need for a more sophisticated model. Chapter [2| pro-
vides a contact mechanics based, 3D framework for predicting the pressure distribution and
material removal between the wafer and pad. The contact mode is assumed to be solid-solid,
and the boundary element approach described accounts for interactions between neighboring
asperity contacts. The pad design is intimately studied, so that the pad segment, subpad
matrix, and the pad asperity deformations are all accounted for and based on the constituent
material properties. The wafer features have topography, and are represented as rigid com-
pared to the polymeric pad. Importantly, the pad texturing is accounted for, by scanning
used pads and incorporating the measured pad asperities within the wafer topography.

The contact mechanics framework described in Chapter [2| is then employed at the fea-
ture scale, as described in Chapter [3] The feature-scale model predicts the planarization
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efficiency of a feature with given size, height, and shape, and those predictions may then
be used in the die-scale model described in Chapter [4] That chapter also contains useful
insights gained from the model on how layout affects polish behavior. Chapter |5 contains
some concluding remarks and provides suggestions on future modeling work. Appendix [A]
provides information on the experimental measurements used to acquire data that inform
this physically-based model.
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Chapter 2

Modeling framework

2.1 Modeling goals

This chapter presents a framework for analyzing the solid-solid contact between a CMP pad
and a patterned wafer. The framework is used in Chapter [3| to calculate the planarization
efficiency of a feature with a given size, height, and shape. It is subsequently used in
Chapter [4] to simulate the topography evolution of an entire die. Section expands upon
the desired goals for this model. Vital to this work is the incorporation of real asperity
profiles, taken by scanning used pads, as described in Section [2.7]

2.2 Preston’s equation

One of the most difficult tasks in computational mechanics is understanding how contact
pressures translates to material removal. There is a special class of processes, known as
Prestonian processes, for which the following linear relationship holds:

R=k-v-P

where R is the average material removal rate (%), k is a process constant (%), v is the

average relative rotational velocity between the pad and the wafer (%), and P is the average
contact pressure (Pa).

Whether a CMP process is well approximated as Prestonian depends on many factors, in-
cluding the slurry choice and polish material. For the slurry, the abrasive material, abrasive
size distribution, the chemistry, the flow rate, and the transport mechanisms may all affect
whether the process is Prestonian. Additionally, not all substrate materials exhibit a Presto-
nian relationship. Preston conducted experiments on glass (one of whose main constituent is
silicon dioxide) where he showed that glass exhibits a Prestonian relationship [131]. To deter-
mine whether a process is Prestonian, process developers must run multiple blanket wafers,
with wafers tested at various values for the relative velocity and average down pressure.
Using pre- and post-polish average oxide thickness measurements to compute the material
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removal rate, process developers may plot R against © - P; a linear relationship here suggests
a Prestonian process and a non-linear relationship suggests a non-Prestonian process. This
same process may be used to fit the material removal law, to obtain a phenomenological
model.

Researchers have suggested alternative process laws [132]—[134]. Runnels points out that
Preston’s equation is limited in that it does not account for large changes in polish behavior
that would occur when switching between lubrication regimes, and proposes using the shear
stress—instead of the average velocity—in the material removal rate equation [135], [136].
Maury found that a modified Prestonian law, consisting of a piece-wise linear relationship
between the material removal rate and average relative velocity times applied pressure, agreed
with their oxide polishing experiments [133]:
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where k; > ky are process constants. Additional research, summarized in Castillo-Mejia
[137], has studied a generalized Prestonian equation:

R=Fk - .p>

where a; and ay are process constants. As described in [137], various researchers have
attempted to fit values of a; and as for their experiments, with some results suggesting
that the material removal rate has a sublinear dependence on both the average pressure and
average relative velocity. For example, Hocheng found that values of a; = 0.5 and ap = 0.5
had reasonable agreement with experiments [134].

Additional rate laws with increasing complexity have been proposed, as summarized in
Luo [113]. In this work, I proceed by assuming that all processes are locally Prestonian, as
described in [137], so that

R(e.y) = k- v(z,y) - Pla,y) (2.1)

where R(z,y) is the material removal rate, k is a process constant, v(x,y) is the relative
rotational velocity between the pad and the substrate that is being polished (i.e. the wafer),
and P(x,y) is the contact pressure. By assuming that & is a constant, this model implicitly
assumes that the temperature and slurry distributions are constant across the wafer. Lee
proposed a version of this locally Prestonian rate law which raises the normalized contact
pressures to an exponent and raises the normalized relative velocities to another exponent
[138], [139]. Using finite element analysis simulations to predict the contact pressures, Lee
found that raising the normalized contact pressure to a power of 3.77 led to the best agree-
ment with experiments. However, these results are limited in that the method assumes
smooth contact between the pad and wafer, and the presence of asperities may significantly
affect the contact pressures.

By examining the literature, it is clear that the material removal law is very specific
to the particular process. Since one of the modeling goals is to use as simple a model as
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possible, the model presented here proceeds by using the locally Prestonian model described
in Equation E and the methodology allows for alternative rate laws (as demonstrated in

Section [4.3.6)).

2.3 The planarization efficiency for Prestonian
processes

One of the modeling goals is to predict a process’ planarization efficiency. I make use of the
planarization efficiency definition given in Equation [I.1} For a Prestonian material, I can
then express the planarization efficiency as

Prenc
PE.=1-— ek (2.2)

active
Since Pirench and Piuetive depend on both time and space, the planarization efficiency also
varies with the polish time and wafer position.

2.4 Matrix representation of pressure and topography
variables

In this simulation, the variables that are functions of position are implemented as two-
dimensional matrices. For example, the pressure distribution P(z,y) and the pad topography
w(z,y) are both implemented as matrices on a corresponding grid with grid size p x p. The
notation P[i, j] and wli, j] means to select the pressure value and the pad topography value
at the i-th row and j-th column of the corresponding matrices. The matrices have size
M x N. This dissertation will use both the continuous representations and the discretized
representations of variables interchangeably.

2.5 Parametrizing the pad design

The pad design space is quite expansive, and I narrow the design space to consist of segmented
pads, as shown in Figure 2.1 Much of the analysis focuses on concentric-ring, grooved
pads where the segment material is of much higher modulus than the subpad material.
Chapter 4] also discusses grooved pads with a non-concentric ring design, and where the
segment material is not very different from the subpad material.

2.6 Decomposing the pad deformation

I take a contact mechanics approach and analyze the solid—solid contact between the pad
segments and wafer features. I assume three dominant modes of pad deflection: due to pad
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Figure 2.1: Diagram showing the parametrization of a segmented pad (shown in cross-
section). The pad consists of segments embedded into a subpad. The variables are further

described in Section .

surface elasticity, due to bulk downward displacement of a pad segment, and due to bulk
rotation of a pad segment. I use surface response functions to determine the resultant pad
surface topography when given a pressure distribution:

w = Csurface * P + C(pressure * Psegment + C(moment * Pmoment (23)

where * represents the convolution operation and C’s represent the surface responses. P
is the pressure distribution represented as a matrix. Psegment is the average pressure on a
segment. Pyoment is the effective moment on a segment. For computational efficiency, the
convolutions are performed using fast Fourier transforms on MATLAB gpuArray structures.

2.6.1 Pad surface elasticity

I use Nogi and Kato’s approach to determine the elastic response of the ring material’s
surface when a unit pressure is applied to the central element [65]. The response function is
shown in Figure
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Table 2.1: Table of parameters that describe a pad design, and typically ranges for those
parameters. The variable names correspond with those shown in Figure .

Parameter Range Meaning
Ey 400-4000 MPa Pad segment material’s Young’s modulus
Ey 1-100 MPa Sub-pad material’s Young’s modulus
Wsegment 0.2-3 mm Segment width
Wegroove 0.2-3 mm Groove width
Nsegment 0.2-1 mm Segment height
bsubpad 0.2-2 mm Height from pad bottom to the pad segments’ bottom
tsubpad 0.5-2.5 mm Sub-pad thickness
Acharacteristic 10100 pm Characteristic asperity height
FEourtace 1000-10000 MPa Pad segment material’s surface modulus
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Figure 2.2: The surface response function Cy..cc representing the elasticity of the pad surface
(for Pad A). Inset shows the top view of the response, zoomed onto the loading location.

I treat the pad segments as elastic half-spaces with no surface roughness, which contact
a rough topography. That topography is composed of the wafer feature topography and the
measured pad surface topography. Note that the wafer feature topography is represented as
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locally flat within active/trench regions, as the local roughness of the wafer is much smaller
than the pad’s roughness.

2.6.2 Pad segment bulk behavior

The pad segment bulk behavior is decomposed as containing both bulk downward displace-
ment and bulk rotation of the entire segment. Using the Abaqus 6.14 finite-element package,
[ simulated the mechanical behavior of the pads. Since CMP pads are large (762 mm diam-
eter) compared to an individual pad segment, and polish happens sufficiently far from the
center of the pad so that the ring curvature is low, I use a plane-strain approach as shown
in Figure for computational efficiency.

I seek to understand how the pad deforms when one of its segments is loaded with either
a unit downward pressure or a unit moment. The number of pad segments within the
simulation domain is variable, as further described in Section [3.4] and the method described
here required that the number of pad segments be a power of two. The loaded segment is
then selected as the (loor (#-oipadseamentsin the domain) 4 1)¢h gegment.

In the example with 2 pad segments shown in Figure I simulate two unit cells of
the pad segments, with the second segment surface set as the loading location. The left
and right edges of the simulation domain are given periodic boundary conditions, using the
method discussed in Wu [140]. The bottom of the pad is set to be fixed, which represents
the steel platen in the physical system. Since the pad deflections are small, I employ a
linear-elastic material behavior, which requires only the two materials’ Young’s moduli and
Poisson’s ratios. I used plane strain square elements, with an element size of 10 pm.

The unit response functions are then the vertical displacement along the top of the
pads, and, for this example, are shown in Figure 2.4l Since the contact mechanics model
presented in this dissertation may use a resolution different from the 10 pm element size at
which Abaqus produced the unit response functions, these unit response functions need to

be sampled at the proper resolution.

2.6.3 Convolution and fast Fourier transforms

Given the large number of convolution operations that need to be performed in this modeling
framework, the computational speed of that operation is critical. For a general response w
that is the convolution between a kernel C' and pressure P, such that

W=CxP, (2.4)

the convolution may be rewritten in Fourier space:

fft2(w) = ££t2(C) © ££12(P) (2.5)

where ££t2 is the two-dimensional fast Fourier transform (since the variables presented here
are implemented as two-dimensional matrices). The multiplication represented by ©® is a



CHAPTER 2. MODELING FRAMEWORK 30

0 6
4

_5 2
0

-10 -2
4
-6

-15
x107" 107
(a) Unit displacement (b) Unit rotation

Figure 2.3: Vertical displacement (in meters) from plane-strain finite element simulations of
the second segment being loaded with a unit downward displacement or unit moment (for
Pad A). The deformation is scaled by a factor of 10° for (a) and by 0.05 for (b).
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Figure 2.4: The bulk unit response functions, which are the vertical displacements along
the top of the pad segments from the previous finite element simulations. The pad grooves
are demarcated from the pad segments, as the displacement in the grooves is set to zero
(since the subpad’s displacement within the grooves is not relevant for wafer contact). The
insets contain top views of the pad surface displacements and the main plots show horizontal
cross-sections through the top views (for Pad A).



CHAPTER 2. MODELING FRAMEWORK 31

component-wise multiplication, and hence a computationally intensive matrix-multiplication
is not required. By taking the two-dimensional, inverse fast Fourier transform, I have

w = ifft2 (££t2(C) © ££t2(P)) (2.6)

This approach implicitly assumes periodic boundary conditions for P, C', and w.

2.6.4 Determining the Pressure Distribution

I follow the approach used by Taylor [80] for microembossing and decompose the pressure
distribution into two kinds:

1. The pressure distribution P, that would cause unit downward displacement of all points
in the contact set

2. The pressure distribution P; that would cause filling of the feature trenches by points
within the contact set

To find P., I use MATLAB’s bicgstab function to find the pressure in Equation when
w = [w] = [—1]. Similarly, to find Py, I use MATLAB’s bicgstab function to find the
pressure in Equation [2.3] when

_ /0 if pad is contacting active
w = [wy] = { hstep  if pad is contacting trench (2.7)
The resultant pressure distribution is
Pim,n] = Psim,n] + A - P.[m,n| (2.8)

A is a normalizing parameter chosen such that the average pressure equals the applied

average pressure P:

A P— mean(Py)

(2.9)

mean(P,)

where the mean() operation is the arithmetic average of all the elements in the domain D
for the feature-scale model. For the die-scale model, the averaging occurs over all elements
within the die of interest Dy, which is a subset of the entire domain D as described in

Section 4.2.8

2.6.5 Contact set determination

Similar to Xie [110], I take an iterative approach to determining the contact region C. The
contact set is given by

C={(r,y) € D|w(z,y) = Wyarer(7,y) } (2.10)
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Figureshows examples of the rigid, rough topography wyage: (x, y) and of the deformed pad
topography w(z,y). The algorithm is shown in Figure and, for the situations discussed
here, typically requires three iterations through the loop for convergence.

The approach starts with an initial estimate for the contact set; while a good estimate may
reduce the required number of iterations, it does not affect the final result. The algorithm
then computes what the pressure distribution would have to be for this contact set, using
the method discussed in Section [2.6.4] Now that the pressure distribution is known, the pad
surface’s deformation is calculated using the method from Section 2.6 Subsequently, the pad
topography is used in conjunction with the wafer’s topography to attain a refined estimate
for the contact set. That includes checking if any new pad asperities are now contacting the
wafer and subsequently removing any locations where the pressure is non-positive, since the
contact is assumed as nonadhesive. This loop is repeated until the contact set estimate has
converged.
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{Start with an initial guess of the contact set}
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Figure 2.5: Algorithm for iteratively determining the contact set.

2.7 Incorporating surface roughness

The inclusion of surface roughness is crucial to calculating realistic contact pressures, espe-
cially inside of trenches. The wafer contains two types of roughness: macroroughness due to
the presence of features (~ 0.2 pm step heights) and microroughness (~ 0.02 pm). Because
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the pad’s microroughness (~ 40 um) is much greater than the wafer’s roughness, any micror-
oughness within the active and trench regions is negligible, and those regions are represented
as uniformly flat, with only the step height separating them. The starting (undeformed) pad

topography is represented as
(z,y) € segment

. 0
wpad(ma y> n { - (hsegment - tsubpad + bsubpad) (See Figure (33', y) S groove

Namely, the undeformed pad is represented as having flat segments, with grooves in between
the segments that are deep enough that they will not contact the wafer.

The representation of pad asperities is critical to CMP modeling. Contact models are
typically developed as having one smooth surface and one rough surface. As discussed
in Nogi, Peng et al. [65], [66], the contact of two rough surfaces can be modeled as a
smooth surface and an equivalent rough surface. This model proceeds by envisioning the
pad segments as flat, and the wafer having roughness that accounts for both the wafer
macroroughness Wyafer (2, y) and pad asperity profile Wasperities(%, y). Here, Wasperities(Z, ¥) is
defined to have only positive values, and min (Wasperities(Z, ¥)) := 0. Namely, we have

(2.11)

wwafer(xa y) = wwafer (ZE, y) - wasperities (Ia y) + max (wasperities (937 y)) (212)

Figure shows an example of this process (in cross-section), where the wafer topography
is a superposition of the wafer pattern and the pad asperities, and the pad segments are
represented as flat.

The pad texturing is acquired by scanning a used pad, as described in Section [A.3]
An example pad scan—containing two segments and two grooves—is shown in Figure 2.7
Caution needs to be taken when acquiring pad scans, as there are many types of possible
measurement errors, including pad warpage. Maculotti discusses errors that occur when
scanning surfaces (namely, the inclusion of artificial spikes) and a method for removing
those errors [141]. Another common error is that the pad sample may not be flat; the
scanner software was used to tilt-correct the examples shown here. As of now, a rigorous
method for properly scanning pad surfaces for use in contact mechanics modeling has not
been developed, and may be a source of possible errors.

2.7.1 Calculating the contact area ratio

I assume that when a pixel (grid element) is in contact, the entire area in that pixel is in
contact, and the pressure is uniform throughout the pixel. I then use the pressure distribution
to calculate the contact area ratio over the simulation domain, as follows:

M N
, 1
Contact area ratio = UN mZ:1 ; 1c[m, n| (2.13)
1c¢[m, n] is an indicator function that is 1 in the contact set and 0 outside of the contact set,
as follows:
1 Plm,n] >0

0 else (2.14)

1e[m,n] = {
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Figure 2.6: Plot of the contacting wafer and pad topographies. The wafer topography is a
superposition of the wafer pattern and the pad roughness. The pad deforms in the contact
zone.

Figure 2.7: Surface scans of Pad A, after tilt-correction processing.
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Note that from this definition of the contact area ratio, the maximum contact area ratio
value that a segmented pad could have is not 1, but is limited by the segment width in
relation to the sum of the segment size and pad groove width.

2.8 Computational requirements

The simulations presented here are run on a computational cluster. Each node contains an
Intel Xeon E5 with four Nvidia K80 GPUs (2 CPU cores assigned to each GPU) and 64
GB of RAM. The feature-scale implementation (described in Chapter [3) has low memory
requirements. Since it is highly parallelized, each task runs on one GPU and all available
cores are used. Requesting additional nodes/GPUs from the cluster has a direct reduction
in the required wall-clock time. A typical wall-clock time, when using a dozen of these nodes
and matrix sizes of 256 x 256, is on the order of 30 minutes. The die-scale implementation
(described in Chapter [4)) uses only a single node at a time. When using matrix sizes of 1024
x 1024, it requires 32 GB of RAM. The most computationally intensive portion is creating
the pad topography representations (described in Section . These pad topography
representations may be computed once, saved, and subsequently used in simulations that
require those same representations (i.e. the rotational speeds, wafer sweeping profile, and
pad texturing did not change). Using this approach, a typical wall-clock time for simulating
a 60 s polish is on the order of 3 days, instead of 7 days. Using computational resources with
faster GPUs, such as the NVIDIA P100, leads to further decreases in the required wall-clock
simulation time.
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Chapter 3

Feature-scale model

3.1 Modeling goals

We require a model that can predict the planarization efficiency for features of a given size,
shape, and step height. As this model will be run many times (to simulate various feature
sizes, shapes, and heights), it must be computationally efficient. Further, it must capture
the effects of the pad geometry. In particular, we expect there to be a transition in the
behavior when the feature size goes from being smaller to being larger than the pad segment
size. This is because if the feature size is larger than the pad segment size, then pad may
more easily reach into trench areas, resulting in a drastic decrease in planarization efficiency.
Finally, the contact area ratio between the pad and features is of particular importance.
Strong agreement between the simulated contact area ratio and the contact area ratio as
reported in the literature would provide greater confidence to this model.

3.2 Model description

The feature-scale model employs the contact mechanics framework described in Chapter [2]
with inputs described in Section and Section [3.4l In this implementation, the pad
segments are envisioned to remain stationary, and the wafer features are represented as
sweeping horizontally and rotating. To account for the various possible feature horizontal
positioning and rotational orientations, multiple possible configurations are simulated.

The jth configuration’s simulation output is the pressure distribution as a function of
position P(;E,y)(j). Section describes how the contact mechanics framework is post-
processed, to extract insights into feature-scale polishing behavior.
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3.3 Feature topography representation
The features are represented as steps, with topography given by

0 (x,y) € active

hstep ($, y) € trench (31)

wfeature(x7y) = {

As discussed in Section [2.7], since any micro-roughness within the active and trench regions
is negligible compared to the pad’s roughness, those regions are represented as uniformly
flat, with only the step height separating them.

The die layout described in Section contains many feature classes, which refers
to features with a given size and shape. In particular, the 50, 100, 200, 500, 1000, and
2000 micron checkerboard and the 50, 100, and 200 micron 50%-line/space feature classes
may be interesting to simulate since they demonstrate polish effects due to changing only
the feature size. Each of these feature classes is simulated independently, following the
methodology described below.

3.3.1 Wafer rotation and sweeping

The pad and wafer movement during polishing (both pad/wafer rotation and wafer sweeping)
allows for various configurations under which material removal occurs. To capture this, the
model simulates various relative angles between the features and pad segments. Namely,
the model simulates the contact between the pad segments and features that have been
rotated between 0° and 90°. Through a convergence study, I found that simulating 10
different angular configurations is sufficient. Furthermore, the model sweeps the features
across the pad segments, with each simulation moving the features horizontally by one pixel.
This means that there are 492 different horizontally swept configurations for Pad A (see
Section for the pad details).

This results in 4920 different configurations to simulate the polishing of one feature
class with Pad A. Figure [3.1] shows how each feature configuration is computed. First,
for a feature with specific size and shape, a base configuration is determined. Then, the
model uses MATLAB’s imrotate to rotate the base configuration by a prescribed angle.
Following that, using standard MATLAB array indexing, this rotated configuration is swept
by a prescribed horizontal amount, resulting in the final configuration. Since each angle
and horizontal position pairing is independent from all other pairings, the model employs
the MATLAB Parallel Computing Toolbox to distribute simulations across computational
nodes.
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Figure 3.1: Diagram showing how the feature configurations are computed. For a specific fea-
ture class (with given size and shape), the base configuration is computed, then rotated and
subsequently swept. Multiple feature configurations are computed, and simulation results
averaged over all possible configurations.

3.4 Pad topography representation

The number of pad segments contained in the simulation domain must be a power of two,
so that the bulk segment deformation may be calculated using the framework described in
Section [2.6, The number of pad segments needs to be chosen so that a sufficient number of
features can be represented in the domain, and hence this decision depends on the segment
size, groove size, and feature size. The results presented in this chapter contain domains with
four pad segments, and further work is required to determine the predicted planarization effi-
ciency’s sensitivity to the number of features within the domain. The undeformed pad topog-
raphy Wpad(, y) is generated to have this macroroughness (as described in Equation and
the pad microroughness Wasperities(, ¥) is experimentally scanned, for use in Equation m
The pad and feature representations Weeature(%, Y); Wasperities(Z, ¥), and wpaa(x, y) are used as
input to the framework described in Chapter 2| with Wyater (Z,Y) = Wieature (T, y) in Equa-
tion[2.12] The pad topography w(z,y) when the wafer applies a pressure distribution P(z,y)
is modeled using Equation 2.3

3.4.1 Investigating the pad asperity distribution

The pad surface scans contained in Figure contain useful information about the pad as-
perities. Many previous contact mechanics analyses have employed theoretical distributions
for the asperity heights, and it is worthwhile to check whether these particular measured
surfaces can be approximated by such a theoretical distribution. Figure contains the
asperity height distribution for Pad A, and Figure contains the associated normal prob-
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ability plot. If these pad asperity heights were drawn from a normal distribution, then the
points would form a straight line on this normal probability plot. Since the data deviate
significantly from a linear relationship, it is clear that the measured asperity heights do not
fall on a normal distribution.

It is, however, only the tallest few asperity heights that contribute to polishing, and
perhaps these tallest few asperities do possess a theoretical distribution. Figure|3.2c| contains
the asperity height distribution when analyzing only the tallest 5% of asperities. When
investigating the probability plots for multiple well-known distributions including the normal,
exponential, and logistic distributions (as shown in Figure , it is clear that these asperity
heights are not well approximated by a well-known theoretical distribution. As such, direct
use of the measured surfaces within contact mechanics simulations and not approximating
the heights as having a particular distribution is likely to yield more accurate results.
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Figure 3.2: Histograms and probability plots for the measured asperity heights shown in
Figure (a) contains the histogram when all asperities are included and (b) shows the
associated normal probability plot. (b) contains the histogram when only the tallest 5%
of asperities are analyzed. (d) contains the normal (e) contains the exponential, and (f)
contains the logistic probability plots when analyzing only the tallest 5% of asperities.
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3.4.2 Pad material plasticity

We incorporate the nonlinear behavior of asperity deformation by setting a maximum pres-
sure that an asperity point can withstand, similar to Terrell [94]. We first set the asperities
into contact with a flat plate, and apply a down-pressure of pg/p. p is the feature pattern
density, and for the features simulated here, is equal to 0.5. If the pressure distribution
reveals that an asperity point has a pressure exceeding the material’s yield strength oy, that
point is clipped and the height is set equal to the height of the tallest of its eight neighboring
points. The contact simulation is then iterated until all points in the contact set experience
pressures less than or equal to the yield strength. Figure contains a flowchart describing
this algorithm. Equation mathematically describes this flattening:

wasperities(xvy) if P(%y) S 0y
wmax if P(z,y) > oy

asperities

wasperities(J:a y) - { (32)
when the down-pressure is incrementally increased under displacement control until no ad-
ditional points yield (i.e. convergence is reached). Here, wys ;.  represents the maximum
asperity height. Then, in Equation m the flattened asperity profile wasperities(%, y) is used
in place of Wasperities (T, ¥)-

An example output from this glazing algorithm is shown in Figure [3.4] The flattening of
asperities contains characteristics similar to the wafer-dominated pad surface profiles shown
by Lawing [2], [3]. Our method is an approximation for both the glazing that a pad undergoes

during polish and the flattening of asperities when loaded.
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Figure 3.3: Algorithm for determining the flattened asperity profile.
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Figure 3.4: A cross section of as-measured asperities (from Pad A) contacting a flat plate,
and the same asperities after they have been glazed.

3.5 Calculating the simulated planarization efficiency

The output of the contact mechanics simulation for the j-th pad-wafer configuration is the

pressure distribution P(z,y)"). To extract a planarization efficiency prediction for that
(7)

p]robe
active

The locations of these probing regions must be evaluated for each configuration,

feature class, the pressure distributions need to be averaged over the regions D and

(4)
D probe *
trench

since the location of the features changes. Section discusses the importance of properly
selecting this domain over which the pressure is probed.

For line/space features with sizes such that multiple features are captured in the simu-
lation window, the pressures are averaged across the entirety of multiple active and trench
regions. For checkerboard features, the averaging regions consists of all active and trench
regions which lie in the central third of the simulation domain. The region-averaging is given
by

~(; 1 .
P = [ Py aa (330
Area (Dprobe) Dprobe

g active
active

=3 1 .
‘Pt(r]e)nch = / P($, ?J)(]) dA (33b)
Area <Dpr0be> Dprobe

trench trench
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Then, the region-averaged pressures are averaged across all configurations, to attain

# of

configurations
P, ! H(7)
i = Py 3.4a
active # of conﬁgurations ; active ( )
ﬁ# of
configurations
Pivenen = L SR, )
# of configurations = renc

Subsequently, ﬁactive and lgtrench are used in Equation , to calculate the predicted pla-
narization efficiency for that particular feature class. This process is repeated for additional
feature classes.

3.6 Results: simulated pressure distribution and
contact area ratio

For each of these configurations, the feature-scale model predicts the pressure distribution
over the domain. An example of this pressure distribution, for one particular configuration, is
shown in Figure[3.5 Since the pad is segmented, there is no contact where the pad grooves are
located. The simulation shows that the contact is sparse (<0.4% of all pixels are contacting
in this particular configuration). The predicted value for the contact area ratio aligns well
with experimental observations from the literature, when recognizing that experiments from
the literature use different materials and are performed at dry, room-temperature conditions.
Section further discusses the limitations associated with experimentally estimating the
contact area ratio.
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Figure 3.5: The simulated pressure distribution across the pad-wafer interface. White corre-
sponds to regions outside of the contact set (i.e. zero pressure). The prediction shows sparse
contact.

3.7 Results: planarization efficiency predictions

The feature-scale model has two parameters which can be tuned with experimental data until
a best-fit parameter set for Pad A is attained. Section discusses the influence of these
two fitting parameters on the planarization efficiency vs step height curve, and Section |3.7.2
evaluates the predicted planarization efficiency’s dependence on feature size (when using the
best-fit parameters).

3.7.1 Effects of varying the simulation parameters

Figure [3.2 shows the effects of varying the simulation parameters. As shown in Figure [3.6al,
increasing Fguface Tesults in a higher predicted planarization efficiency, for a given feature
step height. This matches both intuition and previous understanding of the CMP process, as
harder pads are known to result in higher planarization efficiencies (because pad asperities

are less likely to deform and reach into trenches). It is also helpful to inspect h step , which
critical
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is the critical step height at which planarization efficiency dips to less than 1. Figure

shows that increasing Fgurface results in a lower h step , for the same reason that harder pad
critical
asperities are less likely to deform and reach into trenches.

In contrast, increasing oy results in a lower predicted planarization efficiency for a given

step height and a higher h step , as shown in Figure [3.6b, This is because lower oy values
itical
correspond to flatter pad sclﬂlé;aces and higher contact area ratios, which again restricts the

pad asperities’” ability to deform into trenches.

Increasing oy by a unit amount results in a larger P.E. drop for smaller step heights than
it does for larger step heights. Similarly, decreasing Fgyace by @ unit amount also results in a
larger P.E. drop for smaller step heights than it does for larger step heights. Because of this, it
is not yet possible to achieve strong agreement between simulations and experiments. Strong
agreement is defined as having the predicted planarization efficiencies lie within the error
bars, where the error bar sizes are determined as described in Section The simulation
parameter set with the greatest experimental agreement (determined via manual tuning) is

given in Table 3.1]

Table 3.1: Table of parameters used in feature-scale simulations with Pad A which yield the
greatest experimental agreement, as shown in Figure 3.7,

Parameter | Value Parameter description
Fourtace 2000 MPa | Pad segment material’s surface modulus
oy 100 MPa | Pad segment material’s surface yield stress

3.7.2 Evaluating the predicted feature size dependence

Figure shows the planarization efficiency vs step height curves for two feature classes:
200 pm checkerboards and 500 pm checkerboards. The plot shows that smaller features are
predicted to have a higher planarization efficiency, for a given step height. This matches
intuition and previous understanding of the CMP process since the smaller trench openings
make it more difficult for pad asperities to reach into the trenches.

3.8 Conclusion

This chapter has presented a feature-scale CMP model which predicts the planarization
efficiency for a feature with given size, shape, and step height. The model employs a con-
tact mechanics approach to simulate the pressure distribution between the pad and wafer
and the behavior is averaged across all possible relative pad—wafer configurations. The pad
deformation is decomposed into three modes—pad surface deformation due to local inden-
tations, pad segment bulk downward displacement, and pad segment bulk rotation—and is
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Figure 3.6: Plots of the planarization efficiency vs feature step height (for a 200 pm checker-
board feature class polished with Pad A). (a) shows the effects of changing FEgface (With
oy = 80 MPa) and (b) shows the effects of changing oy (with Egyface = 2000 MPa). Circles
and error bars correspond to the simulations and experiments, respectively.
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Figure 3.7: Plot of the planarization efficiency vs feature step height, for multiple feature
classes polished with Pad A and when using the simulation parameters given in Table [3.1]
The circles correspond to the simulations and the error bars correspond to the experiments.

computed using a computationally-efficient surface response approach. Critically, this model
incorporates measured pad surface textures directly in contact mechanics simulations, which
is essential to capturing the decrease in trench pressures compared to the active pressures.
Pad asperity plasticity is modeled using an elastic-plastic material model to flatten the pad
topography (preventing unrealistically low planarization efficiency predictions).

When comparing the model predictions against experimental data, there exists a sig-
nificant difference between the predictions and experiments, suggesting that further model
improvement is required. Regardless, the model at present captures significant trends, in-
cluding the feature-size dependence, and it is a significant finding that this dependence can
be captured using a solid-solid contact approach. Furthermore, the model is able to repre-
sent that pads with a higher surface modulus result in a higher planarization efficiency and
that pads with a higher surface yield stress (and thus lower contact area) result in a lower
planarization efficiency. The predicted contact area set is sparse, with a predicted contact
area ratio less than 0.4%, matching experimental estimations from the literature.
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These physically-based trends between the planarization efficiency, pad design, feature
class, and feature step height can be used to create look-up tables. The look-up tables
can then be incorporated into CMP models at other scales, including the die-scale model
presented in Chapter [4]
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Chapter 4

Die-scale model

4.1 Modeling goals

Given that the designs processed in CMP contain multiple features arranged in a die (and
not solely features of a given size, shape, and height as considered in Chapter , we Now
need a model that takes that die design as input. The challenge is more difficult now, as the
die may contain some features that are much smaller than the pad segment size, and some
features that are much larger than the pad segment size.

The oxide topography depends on how long the die has been polished for. We now need
to predict the oxide topography across the die as a function of the polish time. For strong
confidence in the model, we need to compare the predicted oxide topography as measured
on a particular feature within the die with an experimentally measured oxide topography.
A strong model would have the predicted values lie within the 95% confidence intervals
on the mean of the experimentally measured value. Further, we need to have at least as
many experimental comparison points than we have model fitting parameters; one way to
accomplish this is to perform these comparisons for multiple polish times and multiple feature
types.

Whereas the feature-scale model discussed in Chapter |3 accounts for the various possible
orientations between the pad segments and wafer features by representing the pad segments
as stationary, and calculating the feature orientation by accounting for the wafer rotation
and wafer horizontal translation, this die-scale does the opposite. Namely, in this die-scale
model, the die on the wafer is represented as being stationary, and the pad segments’ orien-
tation is calculated, accounting for both the pad and wafer rotation and the wafer horizontal
translation. This is because we now need to consistently track the die’s topography (the
oxide’s thickness is the output of this model), making it simpler for the die to remain in an
unrotated and untranslated state.

Once the model has been established as reasonably valid, we can use it to simulate the
polishing of new die designs (for a given pad design) and then optimize the die design.
Alternatively, we can use the model to simulate the polishing of new pad designs (for a given
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die design) and then optimize the pad design. These optimization tasks are left as future
work.

4.2 Modeling framework

The die-scale model uses the contact mechanics framework discussed in Section [2to calculate
the solid—solid pressure distribution between the pad and wafer. However, the die-scale
model contains additional components, as it simulates polish material wear (i.e. the oxide
topography will evolve over time). To accomplish this, I use a kinematics-based model to
calculate the velocity distribution, a time-stepping approach to incrementally calculate the
removal distribution, and a fitting process to determine the constant in the material removal
law.

4.2.1 Time stepping: forward Euler method

We start with a representation of the die before polish (when ¢ = 0 s and when the index
i =0). A forward Euler method tells us

dh|’

h?cLlive = hfic ive + = At (41&)
' ' dt active
; ; dh|'
htjeilch = htrench + % At (41b)
trench
Assuming a Prestonian process, we have
dh|' .
E =—k- U(ZE, y) ) P(I‘, y)active (42&)
active
dh|' .
T = —k- U(I, y) ) P(CB, y)trench (42b)
dt trench

4.2.2 Selecting an appropriate pixel size

The simulation domain is gridded into pixels, each of size p x p. To select an appropriate
value for p, there are two considerations: p must be small enough to resolve relevant feature
groups in the die design, but p must not be so small that the overall number of elements
becomes computationally taxing. Here, computationally taxing means that the simulation
could require so much memory that it exceeds the available hardware or that the required
time is too large. The allowable computation time depends on the usage context: simulations
used within a computer-aided design tool may have time constraints of multiple hours while
simulations used for verifying model accuracy may have time constraints of multiple days.
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Reasonable matrix sizes for use with the computational resources described in Chapter
are O(1000) x O(1000).

For the die design described in Chapter a pixel size of p = 50 pm results in 310 x 240
elements.

4.2.3 Selecting an appropriate time step

When selecting an appropriate time step for simulations, there are three main considerations:
the time step needs to allow all pixels in the simulation domain to potentially have contact,
the simulations need to converge, and the simulations cannot require excessively large sim-
ulation times (no more than a few days). Too small of a time step, and the simulations can
require several days, and too large of a time step and some pixels in the simulation domain
might never see contact with pad asperities. A reasonable number of time increments for
use with the computational resources described in Chapter is ©(10000).

There are two factors that affect how fast the wafer moves (and hence how small the time
step must be): the wafer’s horizontal translation and the wafer’s rotation. I will start by
analyzing the horizontal translation. The wafer translates horizontally a distance of 2 - [ yafer

. lwafer

2
with period Tyatr. That means the wafer translates with a speed of . For the distance

wafer
that a contacting asperity moves in a time step to not exceed the size of a pixel, that requires

. Twa er
At < P water
2 lwafer

(4.3)

Next I analyze the wafer’s rotation. A point on the wafer’s edge moves at a speed of
WyaferTwafer- FOT the distance that a contacting asperity moves in a time step to not exceed
the size of a pixel, that requires

At < P

" WwaferTwafer (44)
When using the parameters from this experiment, the translation-based analysis suggests
using At < 0.003s and the rotation-based analysis suggests using At < 2.45 x 107°s. The
value provided by the rotation-based analysis would result in too many simulation incre-
ments, and too large a simulation time. The translation-based analysis, while resulting in
a more reasonable number of required simulation increments, would still result in too large
a simulation time. Instead, I selected a time step of At = 0.0118s, for a total polish time
of 125+, resulting in 10584 required increments. A convergence analysis (running the simu-
lation with a time step equal to half this value) did not show meaningful differences in the

predicted oxide thicknesses, suggesting that this time step value is sufficient.

4.2.4 Die topography representation

In this computational model, the oxide die’s topography is represented as a matrix. It is
necessary to define a zero reference point for the topography. While the choice of the zero
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reference point is arbitrary, it is also convenient to set the zero at the bottom of the silicon
features, as shown in Figure [4.1} The silicon features have a certain etch depth desen, which
is assumed to be 1540 A (based on the SEM measurements of a few features, as discussed in
Section . On the active portions of the features, a pad oxide and nitride film is present;
the nitride is typically used as a stopper for the chemical mechanical polishing process. The
thicknesses of these films were assumed to be ¢ g = 100 A and tnitride = 900 A.

oxide

Step

active
tnitride l A OXide l

t
T d etch trench paq
0. ...................... oxide

Silicon

Figure 4.1: Schematic showing the terminology associated with an oxide feature. Shown in
the schematic is an oxide thin film on a silicon feature before it has been polished. In the
active regions, separating the oxide film and silicon feature, is a pad oxide film and a nitride
film. The schematic shows the relevant dimension names.

The oxide film is conformally deposited on the nitride layer, and within the silicon trench.
This conformal deposition process results in a step within the oxide film, whose height is
known as the step height. The thickness of the oxide layer within the active region is labelled
hactive and the thickness of the oxide layer within the trench region is labelled hgpencn; these
two quantities are the outputs that our simulation aims to predict. However, there are
multiple features in a die. The test die discussed here has tens of thousands of features,
and modern chips can have billions of features. We need to predict the oxide thicknesses for
all features across the die—not only one—and so we represent the active and trench oxide
thicknesses using matrices.

Note that there is variation in the silicon features’ depths, and in the pad oxide and
nitride films’ thicknesses due to process variation (which may depend on the feature size).
It is possible to experimentally measure detch, t pad , and pitride across the die, to acquire

oxide
values for use in simulation. That task is left as future work, and the assumption of those
as constant values suffices for our purposes.
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However, there is also variation in the pre-polish active and trench oxide thicknesses,
and it is critical that we capture that spatial variation, since these oxide thicknesses are
the simulations’ output. To account for this variation in across-die oxide thicknesses, the
oxide thickness was measured at multiple feature sites, as described in Section [A.4l These
experimental values were then used directly in simulations. Starting oxide thicknesses for
feature sites that were not experimentally measured were assumed to have values equal to
the mean thickness of features that were measured: 4517 A for active regions and 4543 A for
trench regions.

Section[A.2.T|shows the test die design, including a description of the constituent features.
From Figure 4.1] we see that

{hstep(xa y) = hactive(xv y) - htrench<x7 y) + tnitride + t pad + detch \V/ (xa y) s.t. :0(‘7:7 y) 7é 0

oxide
0 V (2, y) s.t. plz,y) =0
(4.5)
and
{?U(i[), y) = hactive<:[;7 y) + Lnitride T 1 pz'lél + deten V (377 y) s.t. P(l’, y) 7& 0 (4 6)
w(z,y) = hirenca (7, y) vV (z,y) st p(z,y) =0

where w is the oxide topography. Figure shows the active oxide thicknesses, trench oxide
thicknesses, die topography, and pattern densities which are used as input to this model
(with a 50 micron grid size). We see that the across-die variation in both active and trench
oxide thicknesses is less than 1% for this die, meaning that variation is unlikely to contribute
significantly to the oxide evolution predictions for this die. However, CMP users may employ
other oxide deposition processes, which may have higher oxide thickness variability, and the
ability to incorporate that is already included in this model.
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(c) Die topography (A)

(d) Pattern densities

Figure 4.2: Representation of the die’s topography, including the pre-polish active oxide
thickness, trench oxide thickness, oxide topography, and pattern density. Features with a
critical dimension greater than or equal to 100 microns are fully resolved, and features smaller
than that are lumped into pixels (with 50 micron size) with the corresponding pattern density.
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4.2.5 Pad topography representation

Throughout the polish, the portion of the pad scan that is relevant to contact simulations
changes. Here, our goal is to determine that portion of the pad scan that is relevant for use
in contact simulations at a given polish time .

I start by defining a Cartesian coordinate system, with the origin at the pad center and
unit direction vectors E, and E This coordinate system has an associated polar coordinate
system with unit direction vectors E, and Ey. I then define a new polar coordinate system,
with origin at the wafer center, to track the die’s center position. This polar coordinate
system has unit direction vectors €, and éy.

Figure 4.3: The coordinate systems associated with the pad and wafer. E, is the unit
direction vector in the radial direction, with the center of rotation at the pad center. é,
is the unit direction vector in the radial direction, with the center of rotation at the wafer
center.

The wafer is constrained to move only along the z-direction. At time t = 0s, the
spacing between the pad center and wafer center is cyafer0. The pad platen is set to rotate
with rotational speed Np.q, and the wafer carrier is set to rotate with rotational speed
Nyafer- The pad’s angular velocity is then wpaq = 27 Npaq and the wafer’s angular velocity is
Wwafer = 27N, wafer -
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On this wafer, I select one die to analyze (shown in Figure . That die’s center is
Zdie,0 away from the wafer center in the z-direction, and ygie o away from the wafer center in
the y-direction. At time ¢t = 0O's, the die has position 7gie o€, + Y0€p. I calculate that

Ydie,0

Yo = arctan (4.7a)

Zdie,0
2 2
Tdie,0 = \/ Zdie,0 T Ydie,0 (4.7b)

After t seconds of polish, the wafer has both rotated and moved along the z-axis (sweep-
ing). [ first analyze the rotation, and account for the sweeping in the subsequent step.
After t seconds of rotation, the die’s center has a new position: zgie1 away from the wafer
center in the z-direction and yaie1 away from the wafer center in the y-direction (shown in

Figure |4.4D)).

Zdie,1 = Tdie,0 €08 (7 + 70) (4.8a)
Ydie,1 = Tdie,0 S0 (7 + 70) (4.8b)

I define v as the angle that the die has rotated, with respect to the y-axis. I define ¢
as the angle which subtend the arc from the die’s center position at Os to the die’s center
position at time ¢t. Using Figure [4.4d, I show that ¢ = ~. Figure [4.4d shows the die at its
position at 0s of polish, along with a line tangent to the die’s rotational motion (shown in
red) at this instant. The angle between this tangent line and the die’s major axis (that is,
the axis that goes through the center of the rectangle’s smaller sides) at this instant is .
Figure |4.4c| also shows the die’s position after ¢ seconds of wafer rotation, along with a line
tangent to the die’s rotational motion (shown in green) at this instant. The angle between
this tangent line and the die’s major axis at this instant is ¢+, —. Since the angle between
the die’s major axis and the radius of the die’s motion does not change, the angle between
the die’s major axis and the tangent must also not change (since the radius and tangent line
are perpendicular). This means that ¢ + vy — v = 70 and hence ¢ = 7.

I determine ~ as

Y = Wyater * T (4.9)

This means that, at time ¢, the die’s center has coordinates rgie o€, + (70 + 7) €o-

I now account for the wafer’s translation, as shown in Figure [£.4dl The wafer’s sweeping
profile is specified on the polish tool. These simulations use a sweeping profile where the
wafer sweeps a horizontal distance 2 - [ pr With period Ty I assume the sweeping profile
is a triangle wave. The sweep is centered so that the min for cyafer 1S Cwater,0 — 0.5lyafer and
the max is cwafer,0 + 0.5lwater- The distance between the wafer’s center at time ¢ and the
wafer’s center at time 0 is

2- lwafer Twafer 2t L 2t +0.5J
t — t _ . — ]_ Twafer 4 ].
S( ) Twafer ( 2 \‘Twafer - 0 5J> i ( ) f ( 0)
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This means that the wafer center has an z-position of

Cwafer = Cwafer,0 — S(t) (411)

Further, this means that after ¢ seconds of wafer rotation and translation, the die’s center
has position: zgie = zgie,1 away from the wafer center in the z-direction and ygie = Yaie,1 away
from the wafer center in the y-direction. We now have coordinates for the die center on our
Cartesian coordinate system:

Tdie = Cwafer T Zdie (412&)
Ydie = Ydie,1 (4.12b)

Our goal is to find the portion of the pad scan that will have position TaieFy + ydieE’y
at time ¢. One option is to rotate the pad scan by angle d, and determine which portion of
the rotate pad scan lies underneath the die. However, since the pad scan is large (in terms
of memory requirements), rotating this large matrix is computationally tasking (though
possible). A quicker approach is to find the location of those asperities on the non-rotated
pad scan, select a region from that pad scan, and rotate only that region a corresponding
amount.

The die’s center has position fEAT + UEQ at time ¢. I find that

TA’ - x?iie + ygie (4138‘)
o = arctan 23 (4.13b)
Tdie

The portion of the pad scan that is relevant for contact simulations at time ¢ has center-
position #E, — (o — 8)Ep (as shown in Figure 4.4¢} this follows the parameterization for a
clockwise circle). I find that

0= Wpad * t (414)

In the Cartesian coordinate system, the center-position is aE, + bE'y, where
a=rcos(oc—0) (4.15a)

b= —rsin(c —9) (4.15b)

Now that we have the center-position coordinates for the relevant pad region, we need to
determine how that region is rotated. That region needs to be rotated an angle 270° 4+ o — 9
from the y-direction, counterclockwise (as shown in Figure [4.4f)).
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Dwafer

() ()

Figure 4.4: Diagrams showing the die’s location on the wafer, and its motion throughout
the polish, along with the location of the corresponding pad asperities
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—

> X

Figure 4.5: Schematic showing the representation of the pad scan that is relevant for simu-
lations at a given instant. Since the simulation envisions the die as stationary throughout,
the pad scan must be rotated a corresponding amount.

Note that these die-scale simulations envision the die as remaining stationary throughout
the simulation, and the pad is what rotates. As shown in Figure the pad scan must then
be rotated by v clockwise, so that the pad scan aligns with the stationary die.

Instead of rotating the pad scan 270° + o — § counterclockwise and then rotating it ~
clockwise, it is simpler to rotate the pad scan 270° + o0 — § — v counterclockwise.

Note that Equation [£.7) contains a singularity if the die is centered at the wafer center.
This singularity is easily resolved by recognizing that, in this case, 7 = cyafer and o = 0.

Figure shows some example portions of a pad scan that are relevant for polish simu-
lations at the given simulation times.

0.00295276 s 0.00590551 s
0.00885827 s 0.011811 s 0.0147638 s

Figure 4.6: Six example portions of a pad scan that are relevant for polish simulations at
the given simulation times.
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4.2.5.1 Processing measured pad surfaces with a flattening algorithm

The white light scanning microscope used to measure entire pad surfaces (discussed in Sec-
tion contains instances of unrealistically tall asperity spikes. These exceedingly tall
asperities, if used directly in contact simulations, would dominate the polish and easily
reach into trench regions. Instead, the pad scan must be processed to remove those unreal-
istically tall asperities. The pad surface material plasticity implemented in the feature-scale
model (in Section is designed for use with small pad portions and would be exceedingly
computationally expensive for the large pad scan used in the die-scale model.

To flatten measured pad scans, asperities are envisioned to have a maximum allowable
height Wiy e Any asperities with height greater than this value are trimmed to have a
height equal to wyi% iies, and the pad surface is thereby flatter than before this processing
step. Wainerities 1S treated as a fitting parameter, which controls both the maximum simu-
lated pressures and the simulated contact area ratios. That is, a lower value of wug¥ iiies
corresponds to a flatter surface, and hence lower contact pressures and higher contact area
ratios. It is important to note that w,gs ;e 15 defined in reference to a zero-height chosen
by the scanning equipment, meaning that the value of wh2X depends on the particular

asperities
pad scan.

4.2.6 Calculating the relative velocity

The model requires the instantaneous relative velocity between the pad and wafer, for use
in calculating the material removal rate. While the relative velocity tends not to vary much
across the wafers (CMP tool users will select process parameters which keep the variation
low), my results show that this variation can exceed 5%, and hence it is important to account
for the relative velocity’s spatial dependence. Further, as the polish time progresses (meaning
the wafer rotates and sweeps), the distance between the die’s center and the pad’s center can
go from being about 0 to about the pad’s radius. That means that the relative velocity can
have a large temporal variation. I calculate the relative velocity as a function of both the
position in the simulation domain and the simulation time. The pad has angular frequency
Wpad, Which is defined to be positive when the pad rotates counterclockwise (when viewing
the pad from above). The wafer has angular frequency wyafer, which is also defined to be
positive when the wafer rotates counterclockwise (when viewing the pad from above).

The instantaneous velocity of the pad consists of only rotational velocity, and is given by

Upad (2, Y) = —wpadyl*fx + wpada:Ey V(x,y) € pad (4.16)

The instantaneous velocity of the wafer consists of both its rotational velocity and its trans-
lational velocity. The wafer’s instantaneous velocity is given by

~

Uwafer(xa Y, t) = (_S(t) - wwafery) Ex + Wwafer (fﬂ - Cwafer) Ey V(Z', y) € wafer (417)
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Where $(t) is the component contributing to the translational velocity and is given by the
time derivative of s(t) (following Equation [4.10)). Namely, we have

§(1) = 2 - Lyafor ‘ (—1)LTwafer +0.5J (4.18)
Twafer
However, for the experiments analyzed here, the wafer’s translational speed is much smaller
than its rotational speed (the translational speed is about 17 mm/s whereas the rotational
speed is on the order of 2000 mm/s). Hence, the translational contribution is negligible and
we will approximate the wafer’s velocity as

A

Uwafer(xy y) ~ <_wwafery) E:v + Wyafer (Q: - Cwafer) Ey \V/(.T, y) € Wafer (419>
The instantaneous relative velocity between the pad and wafer is

Urelative(xa y) = Upad (.T, y) — Uwafer (.I’, y)

A

=Y (wwafer - wpad) Ex + (Cupadaj — WyaferT + wwafercwafer) Ey v<l’, y) € wafer
(4.20)

The magnitude of the relative velocity is then

|Urelative(x7 ?/)| = \/(y (wwafer - wpad))Q + (wpadx — WyaferT + wwafercwafer)z V(l', y) € wafer

(4.21)

Figure 4.7 shows a visual representation of this relative velocity calculation, by showing
the pad and wafer rotational speeds as vector fields, subtracting the two to attain the relative
velocity within the wafer domain, and plotting the magnitude of the relative velocity (i.e.
the relative speed). Figure shows a cross-section of the relative speed through y = 0, for
various possible platen rotation speeds and illustrates that the instantaneous relative speed
may vary significantly across the wafer.
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(a) shows the pad’s rotational velocity (red) and the wafer’s

rotational velocity (black) as vector fields, where the length of the arrow corresponds to the

Figure 4.7: Velocity fields.

velocities (within the wafer) is the instantaneous relative velocity, and the relative velocity’s

rotational speed at that location. The difference between the pad and wafer’s rotational
magnitude is plotted in (b).
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Figure 4.8: The instantaneous relative velocity (in magnitude) is plotted against the position
on the pad (with z = 0 corresponding to the pad center. Various cases for the pad’s rotational
speed are shown, and the results indicate that increasing the pad’s rotational speed not only
increases the instantaneous relative speed, but it also increases the variation in speed across
the wafer.

We need to extract the portion of the relative velocity field that is relevant to contact
simulations (i.e. within the simulation domain D at a given time increment). The process
is identical to that shown in Section [4.2.5] with the relative velocity field used in place of
the measured pad surface scan, and with 6 = 0. An example of the relative velocity field at
specified simulation time increments is shown in Figure [£.9]

1197.5 1268.5
1197 1164 1268
1196.5 1163 1267.5

Figure 4.9: Relative velocity (mm/s) relevant for contact simulations at the following time
increments: 0 s, 1.1811 s, and 2.3622 s of simulated polish.

4.2.7 Understanding the pad and wafer velocities’ effect on the
relative velocity

It is important to understand how the set pad and wafer rotational speeds impact the relative
velocity distribution. There are two important quantities that describe the relative velocity
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distribution: the range in relative velocity across the wafer and the average relative velocity
across the wafer. It is typically desired to have a low range, so that polishing may be uniform
across the wafer. The desired average velocity value, however, needs to be determined by
the process engineer, as they need to balance high removal rates with stabilizing the process
(i.e. not having the wafer hydroplane).

I studied these two summary statistics by predicting the relative velocity field for mul-
tiple pad rotational speed and wafer rotational speed combinations. Many insights can be
drawn from scenarios where both the pad and wafer rotate in the same (counterclockwise)
direction and this analysis also included scenarios where the pad and wafer rotate in different
directions.

Figure plots the variation in relative speed across the wafer. If the pad and wafer are
both rotating counter clockwise, then high variation in relative speed occurs when the wafer’s
rotational speed is high but the pad’s rotational speed remains low. If instead, the pad and
wafer are set to rotate in different directions (say the pad is set to rotate counterclockwise
and the wafer is set to rotate clockwise), then high variation in the relative velocity will occur
with little sensitivity to the specified speeds. Figure plots the average relative speed
across the wafer. If the pad and wafer are both rotating counter clockwise, then increasing
the pad’s rotational speed by 10 rpm has a much larger effect on the average relative velocity
than increasing the wafer’s rotational speed by 10 rpm.
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Figure 4.10: Visualizations of the variation in relative speed, for multiple pad velocity and
wafer velocity combinations. In (a), situations when the pad rotates either clockwise or
counterclockwise while the wafer rotates either clockwise or counterclockwise are included.
In (b), only the situations when the pad and wafer both rotate counterclockwise are shown.
(c) contains a 2D top view of (a) and (d) contains a 2D top view of (b), which aids in
detecting combinations that lead to high variation in relative speed.
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Figure 4.11: Visualizations of the average relative speed, for multiple pad velocity and
wafer velocity combinations. In (a), situations when the pad rotates either clockwise or
counterclockwise while the wafer rotates either clockwise or counterclockwise are included.
In (b), only the situations when the pad and wafer both rotate counterclockwise are shown.
(c) contains a 2D top view of (a) and (d) contains a 2D top view of (b), which aids in
visualizing the average relative speed field.

Maury provides equations for calculating the relative velocity across the wafer,
when averaged across time. This time-averaged relative velocity is plotted against the radial
position from the wafer center in Figure[4.12] for multiple values of the pad’s rotational speed
while the wafer’s rotational speed is held constant. The plot shows that the time-averaged
relative velocity fields have significantly less across-wafer variation than the instantaneous
relative velocity fields. This is expected, since the purpose of rotating the wafer (and not
only rotating the pad) is to provide this averaging. Rotating the pad and wafer about offset
centers also helps reduce this variation. Figure [4.12| also shows that, for this particular
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setup, setting the pad’s rotational speed value close to the wafer’s rotational speed results
in the least amount of variation. Additionally, the time-averaged relative velocity remains
relatively uniform near the wafer center, and rises towards the wafer edge.
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Figure 4.12: The time-averaged relative speed is plotted against the radial position from the

wafer center, for various values of the pad’s rotational speed. The wafer’s rotational speed
is held constant at 65 rpm.
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4.2.8 Boundary conditions

The die-scale model needs to account for the periodic boundary conditions around the die’s
edge, since the die design are tessellated across the wafer and the die at the wafer center
is completed surrounded by die’s with the same pattern. Note that the wafer used in the
experiments may contain spacer features between the dies, which are not accounted for here
but may readily be modeled. Since the fast Fourier transform assumes periodic boundary
conditions around the simulation domain, as described in Figure [1.12] the simulation domain
is chosen to consist of a single die and the periodic boundary conditions are automatically
imposed.

4.2.9 Incorporating multiple length scales

This die-scale model is useful for analyzing arrangements of features which span areas on
the order of 10 mm x 10 mm. To simulate an area of this size, a rather coarse resolution
is needed (here, p = 50 microns). This means that only features with size greater than
2p = 100 microns are resolved within these simulations. However, there are features on the
die which are smaller than 100 microns but which would still benefit from contact mechanics-
based simulations using experimentally measured asperity profiles. To this end, this section
presents a method for using the feature-scale model presented in Section (3| (and the finer
scans associated with that model) in conjunction with this die-scale model (and the coarser
scans associated with this model).

Now, for a given feature in the domain, the decision will be: which model needs to be
used for calculating that feature’s planarization efficiency? Figure |4.13| shows the decision
tree. The decision of which model to use for calculating the feature’s planarization efficiency
depends on that feature’s critical dimension. If that feature is sufficiently large that it can
be adequately resolved within the die-scale model (here, greater than 100 microns), then
the die-scale model is used directly for calculating that feature’s planarization efficiency. If,
instead, this feature is not large enough to be resolved within the die-scale model, then we
have another branch: is this feature large enough to be resolved by the finer scanner? If so,
we employ the feature-scale model for calculating the planarization efficiency (as a lookup
table for this specific feature size and type, where the planarization efficiency vs step height
curve is linearly interpolated to attain the planarization efficiency at any step height value).
If, instead, the specific feature is so small that it cannot be resolved by either scanner, then
we use a theoretical model for its planarization efficiency as presented in Section [4.2.10]

4.2.10 Determining the sub-pixel pressures

The die-scale model is implemented with a given grid size. In the present work, that grid
size is set to 50 microns. However, there are many features in the die that are smaller than
this grid size. It would be computationally intractable to use a grid that is fine enough to
resolve even the smallest features. Instead, we select a grid size that is fine enough to resolve
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Figure 4.13: Decision tree for determining which model to use for calculating the planariza-
tion efficiency of a given feature set. The decision depends on the size of the particular
feature, in relation to the die-scale simulation’s pixel size and the finer scanner’s resolution.

as many features on the die as possible but coarse enough so that the simulation runs in
reasonable time.

For those features that are smaller than the grid size, we require a method for determining
the pressure within those features’ active and trench regions (herein called the sub-pixel pres-
sures). This method is presented in [129]. We start with Equation for the planarization
efficiency of Prestonian materials

Prenc
PE.=1- %

active

We then recognize that the sub-pixel active and trench pressures must sum to the total pixel
pressure (when weighted by the pattern density), meaning that

P(ZL‘, y) = pPactive(x7 y) + (1 - p) Ptrench(-r7 y) (422)

By solving Equation for Pyetive, substituting into Equation 2.2] and simplifying (and
similarly solving Equation for Piench, substituting into Equation and simplifying),
we get

Paanelesd) = 1 o (1230
Pirenen(,y) = (1 J_r ZE_) S(;’Ey) (4.23b)

We now have equations for the pressures in active and trench regions, where those regions
are smaller than the pixel size. These equations are in terms of the average pressure for
that pixel, the pattern density in that pixel, and the planarization efficiency for the features
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contained within that pixel. We now require a method for computing that planarization
efficiency.

For very small features (in comparison to the pad segment size), the lateral feature size
and feature shape are unlikely to affect the planarization efficiency. The feature step height,
however, does affect the planarization efficiency, even for small features. We now incorporate
a theoretical model for the planarization efficiency of small features.

Xie’s pattern density step height (PDSH) model tells us that if the asperity height has
an exponential probability density distribution, then

1
1+p(exp§—1

Pactive(xa y) = ) P(Ia y) (424&)

exp %
1+p (exp % -1
Here, h is the step height of the features. It then follows from Equation that

Ptrench(x7 y) = ) P<x> y) (424b)

Rrench(my y) h
PE(x,y) =1 Proinem.1) 1 —exp ( )\) (4.25)
Figure [4.14] shows this relationship between the planarization efficiency and feature step
height, for various values of A\, and compares it against experimental measurements of the
planarization efficiency.

By substituting Equation 4.25into Equation we now have expressions for the pres-
sure at active and trench regions for subpixel-sized features.

4.2.11 Selecting the areas on which to measure the oxide
thicknesses

Selecting the regions over which to average the active and trench oxide thicknesses (for
plotting) is an important task, as those thicknesses may vary across the feature cluster. For
features with size > 50 pm, the probing regions were chosen as the entirety of that feature’s
active and trench regions. This allows the plotted thicknesses to be averaged across the
largest possible area, which minimizes any jaggedness in the predicted oxide thickness vs
time curve that would result from the small percentage of time that each individual pixel
experiences material removal (due to the low contact area ratio). While this averaging
removes potential jaggedness in the predicted oxide thickness vs polish time curve, there is
pixel-to-pixel jaggedness in each feature’s simulated topography (as shown in Figure .
This pixel-to-pixel jaggedness is an unphysical artifact that arises from the low contact
area ratio, time step selection and simulation pixel size selection. Despite the pixel-to-pixel
jaggedness, averaging across the entirety of the feature’s active and trench regions produces
smooth predicted oxide thickness vs time curves (as shown in Figure [4.15)).

For features with size less than 50 pm, the experimental protocol specifies that measure-
ments are performed within 50 pm x 50 pm metrology patches, which are either entirely
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Figure 4.14: Plot of the planarization efficiency vs feature step heights (as given in Equa-
tion , for various values of A. Also plotted are experimental measurements taken on
small features (using a backward difference method with an assumption that the sum of the
etched trench depth, nitride thickness, and pad oxide thickness equals 300 nm). Lines cor-
respond to the simulations and symbols correspond to the experiments. Circle, square, and
diamond symbols correspond to 10, 5, and 0.5 um line/space feature classes, respectively.
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active or trench regions and are surrounded by features of that class. These metrology
patches are shown in Figure [4.2d| as yellow (active) or dark blue (trench) squares. The
entirety of these metrology patches are chosen as the probing regions for the small features.

4.3 Results

Using this previously described method, several die-scale simulations were run, and those
results are presented here. In the following subsections, I first present comparisons between
simulations and experiments, and while reasonable agreement is shown, there is still op-
portunity for greater agreement. Following that, the model is used to simulate additional
interesting scenarios for which experiments were not performed. Finally, a discussion of the
simulation parameters and their effects on the polish predictions is presented.

4.3.1 Comparing simulated and experimentally measured
oxide-thickness curves

] - . max 3 3
The die-scale model contains four parameters: Eguface; Wasneritiess A, and k. Die-scale simu-

lations using Pad Bwere run, and manually tuned until reaching the parameter set provided
in Table Predicted active and trench oxide thickness vs polish time curves, for multiple
feature classes, are shown in Figure [4.15] Included on those plots are error bars representing
95% confidence intervals on the mean for the experimentally measured thicknesses. The plots
show generally strong agreement between the simulations and experiments, for all four fea-
ture classes shown. The level of agreement varies as the polish time increases. In particular,
the 1000 pm checkerboard simulations predict a significantly higher active oxide thickness at
75s of polish than was measured in experiments. Additionally, the 2000 pm checkerboard
simulations predict a significantly higher active oxide thickness at 50s and 75s of polish
than was measured in experiments. At the time of writing, a set of values for simulation
parameters had not been found that would improve the overall agreement, as improving the
agreement at the 75s polish times led to decreased agreement at the 25s polish time.

It is important that the model captures the planarization efficiency’s feature size depen-
dence. Figure4.16|shows a plot of the planarization efficiency vs feature class, for features of
five different sizes. The plot shows that the predicted planarization efficiencies decrease as
the feature size increases, which matches the experimental trend. The predictions are com-
pared against experimentally measured planarization efficiencies (for four feature classes),
and they agree with each other to within six percentage points—a rather strong agreement
level.

It is important to note the possibility that the experimental metrology process introduces
new process effects which are not modeled here. As described in Section [A.4.2] since the
wafer polishing is paused for measurement purposes, the pad is allowed to return to room
temperature and the trench oxide thickness measurements differ from when less of these
pauses are taken. This model does not attempt to capture pad temperature effects. Despite



CHAPTER 4. DIE-SCALE MODEL 75

these limitations, this die-scale model still achieves a high level of agreement with experiments
and it is still useful for extracting CMP fundamental insights.

5000 | 5000 ;
"< 4000 | < 4000

150

50 100 150
Time (s)
(d)

Figure 4.15: Plot of the oxide thickness vs polish time for the (a) 200 pm (b) 500 um (c)
1000 pm and (d) 2000 pm checkerboard feature classes. Lines correspond to simulation pre-
dictions (black: active, blue: trench) and the error bars correspond to 95% confidence in-
tervals on the mean (based on experimental measurements with Pad B for the active and
trench regions).
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Figure 4.16: Plot of the planarization efficiency vs feature class. Error bars correspond to
the 95% confidence intervals on the mean (from experiments with Pad B). The planarization
efficiency is calculated using the secant slopes on the oxide thickness vs polish time curves
from 0 to 20s, for both the active and trench regions.

4.3.2 Visualizing the die topography’s evolution over the polish
time

Figure shows the die topography at the start of the polish and after three different

polish simulation times. The simulations show that the within-die range decreases as the

polish continues, with the range being ~ 2500 A before the polish, and ~ 700 A after 75

seconds of polish (i.e. there is planarization). Note that there is one feature — a large active
block — which is the slowest to polish (matching experimental observations).
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Figure 4.17: The simulated die topographies (in A) after (a) 0s, (b) 255, (c) 505, (d) 75s of
polishing with Pad B.
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Table 4.1: Table of parameters used in die-scale simulations of Pad B which yield the greatest
experimental agreement, as shown in Figure [£.15]

Parameter Value Parameter description
Eourtace 400 MPa Pad segment material’s surface modulus
Wasperities 50 pm Height at which to trim pad asperities
A 500 A Mean asperity height for use in the PDSH model
k 2 x 1074 Pa! Coefficient in the material removal rate law

4.3.3 Simulating pad topographies with varying roughness

This CMP model may be particularly useful for extracting fundamental insights into the
CMP process. One avenue for potential insights is understanding the pad surface roughness’
effect on the oxide thickness vs polish time curve. To this end, simulations with three
different pad surface textures were run. These pad surface textures were generated using an
exponential distribution with parameter A\; for the asperity heights and the three values of
Ay are 0A (i.e. perfectly flat), 500 A (medium roughness), and 2000 A (high roughness). The
results, plotted in Figure 4.18| illustrate that flat pad surfaces result in high planarization
efficiencies at low times, which does not match experimental observations. The flat pad
segments are not able to contact the trench regions until more than 30 s of polish have elapsed.
This suggests that incorporation of pad surface texturing is critical to accurately predicting
the planarization efficiency, since it is the pad asperities that reach into the trenches. On the
opposite end of the spectrum, a pad surface roughness that is too large results in planarization
efficiencies that are too low compared to the experimental measurements. For this particular
experiment, a value of A; = 500 A results in the strongest agreement with experiments.

4.3.4 Pad segment width effects

Next, I present the model’s ability to capture pad segment width effects. To this end, I
simulated polishing with four different pads, each with a different segment width wsegment, but
having the same segment pitch Wsegment + Weroove = 2.05 mm. The scenario where Wsegment =
1.35 mm corresponds to the experiment with Pad B, and Pad B’s surface texture was used for
all four simulations (in the portions where the simulated pad contained segment material).

The model accurately predicts that rings with larger widths have higher planarization
efficiencies, as shown in Figure [4.19] Moreover, pads with larger ring widths have smaller
within-die active oxide thickness ranges, as shown in Figure and Figure [4.21] Here, the
within-die ranges are calculated at the polish time when the average active oxide thickness
across the die is 100 A. These finding indeed match both intuition and previous experimental
observations, and it is important that this computational mechanics approach can capture
these trends.
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Figure 4.18: (a) Plot of the oxide thickness vs polish times, for the 200 pm checkerboard
features. The pad surface texture was generated from an exponential distribution with
parameter A, and three different values of A\; are simulated. The circles represent the
experimentally measured values. (b)—(d) show visualizations of the die (shown in black)
contacting the pad (shown in red), in horizontal cross-section from the 50 pm checkerboards
to the 200 um line/spaces at t = 0s. The corresponding values of \; are (b) 0 A, (c) 500 A,
and (d) 2000 A.
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Figure 4.19: Plot of the simulated planarization efficiency against the feature step height (for
the 200 pm checkerboard features). The 1.35mm ring width scenario corresponds to Pad B.

4.3.5 Neighborhood effects: simulating various die designs

Next, I demonstrate the model’s sensitivity to the input die design. I run simulations in
which the die design changes slightly; the 2 mm x 2 mm area directly to the right of the
200 micron checkerboard features is varied from being (a) completely trench (b) line/space
features with 25% pattern density (c) 50% line/space features (d) 75% line/space features (e)
completely active. Figure shows a cross section through the simulated 200 pm checker-
board topography after a 52 second polish. We see that the predicted oxide thickness—
particularly for the region that was closest to the changing neighbor—depends on the neigh-
bor’s pattern density. The trend is consistent with intuition: having a neighbor with high
pattern density results in slower material removal rates for the feature of interest (since high
density regions tend to hold the pad away from adjacent regions), and hence a higher oxide
topography. The model is sensitive to the pattern density of neighboring features; we see
differences of ~ 300 A between the two extreme cases.
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Figure 4.20: Plot of the within-die range against the simulated pad ring width wsegment- The
within-die range is calculated at the instant when the average active oxide thickness across
the die is 100 A. The 1.35mm ring-width scenario corresponds to Pad B.

4.3.6 Simulating additional pad designs and opportunities for
model improvement

The preceding subsections discussed simulations with Pad B, which yielded strong agreement
with experimental data. While the framework is able to model Prestonian processes (like in
the case with Pad B), at the time of writing, the model is not yet able to adequately predict
polishing for non-Prestonian processes. I now present an example non-Prestonian process
using Pad C. Section contains discussion of alternate material removal laws; here, I will
present the methodology using a power material removal rate equation:

R(x,y) = k- (v(z,y) - Pla,y))™ (4.26)

where k; and ks are constants. Alternate rate equations may still be considered. With
the removal rate law from Equation [4.26] the die-scale model now contains five parameters:
Egurtace, whaX A, k1, and ky. Equation for calculating the planarization efficiency

asperities?
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Figure 4.21: Visualization of the simulated die topography (in A) when varying the pad ring
width. Plots are shown at the instant when the average active oxide thickness across the die
is 100 A. The corresponding ring widths and simulated polish times are (a) 0.35mm, 99.0s
(b) 0.45mm, 98.7s (c) 0.70 mm, 98.3s (d) 1.35 mm, 98.0s. Scenario (d) corresponds to Pad
B.
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Figure 4.22: Simulations of the oxide topography when the average pattern density of the
200 pm checkerboard feature’s right neighbor is varied. (a) Plot of the oxide topography
against the z-position along the 200 pm checkerboard features, where x=2000 pm corresponds
to the edge of the 200 pm checkerboard feature which is closest to the right neighbor. The
five different scenarios are shown in (b)—(f) and the corresponding right neighbor average
pattern densities are (b) 0 (c¢) 0.25 (d) 0.5 (e) 0.75 (f) 1.0. Simulations use the Pad B design
and experimental parameters.
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needs to be adjusted to account for this material removal law, as follows:

PE. =1- (P“e:Ch)kQ (4.27)
That means that Equation is updated to:
PE(z,y) =1 —exp (—h Aké) (4.28)
Accordingly, Equation is also updated to:
Pactive(,y) = Pay (4.292)
p+ (L= p) (1 - PE)S
Pacnnl9) = ——2Y (1 ppys (4.20b)

p+ (1= p) (1= PE)S

The simulation parameter set can be tuned to achieve high accuracy for one specific
feature class, such as for the 500 pm feature class shown in Figure However, the
simulations for Pad C have not been able to adequately predict the planarization efficiency’s
dependence on feature size, leading to insufficient accuracy for the remaining feature classes.
To increase the amount of feature size dependence, the parameter set may be adjusted.
Figure shows that lowering Egy e (and thereby increasing the contact area ratio) leads
to a larger predicted feature size dependence. In particular, Figure[1.23a]shows that lowering
Esurface from 100 MPa to 10 MPa results in the change in planarization efficiency (calculated
from the 100 pm checkerboard features to the 2000 pm checkerboard features) going from
~5% to ~35%. This suggests that lowering Eg,face can lead to greater predicted feature size
dependence, though the overall values for the predicted planarization efficiencies are also
affected. Figure shows two additional parameters that may be adjusted to increase the
overall model agreement: decreasing ky and decreasing wyis ;e both lead to an increase in
the predicted planarization efficiency.

Figure [4.23| and Figure 4.24] also show a large deviation in behavior between the 50 pm
and 100 pm checkerboard features. This sharp change in predicted planarization efficiency
is a result of the different models used for these features (see Figure [4.13). These large
deviation are not physical, and greater agreement between the different models is required.

4.4 Conclusion

This chapter has presented a die-scale CMP model which predicts the die topography’s
evolution over the course of a polish. This die-scale model expands upon the feature-scale
model presented in Chapter[3] to allow simulation of arrangements of features. The particular
die design is provided as input to the model.
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Figure 4.23: Plot of the planarization efficiency vs feature class, for various values of Fgy face-
In (a), the pad texture was generated from an exponential distribution with parameter
A1 = 2000 A while (b) uses a measured pad scan. Error bars correspond to the 95% confi-
dence intervals on the mean (from experiments using Pad C). The planarization efficiency
is calculated using the secant slopes on the oxide thickness vs polish time curves from 0 to
20s, for both the active and trench regions.
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Figure 4.24: Plot of the planarization efficiency vs feature class. (a) shows the effect of
increasing ko and (b) shows the effect of increasing wiis ;... Error bars correspond to the
95% confidence intervals on the mean (from experiments using Pad C). The planarization
efficiency is calculated using the secant slopes on the oxide thickness vs polish time curves

from 0 to 20s, for both the active and trench regions.
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The model employs a contact mechanics approach to simulate the pressure distribution
between the pad and die. For the two pads discussed here, only one pad deformation mode
is significant: pad surface deformation due to local indentations. The pad deformation is
computed using a surface response approach and fast Fourier transforms. Notably, this model
incorporates entire pad surface texture scans directly in contact mechanics simulations, and
may be the first to do so. The model can also be used in tandem with finer pad scans, to
create a multi-scale model.

When comparing the model predictions against experimental data, strong agreement
was attained with Pad B’s experiments. However, further work is required to reach strong
agreement with Pad C’s experiments. The model was shown to capture pad segment width
dependence, feature-size dependence, and neighborhood effects. It is significant that these
three dependencies can be accounted for by using a solid—solid contact approach. Addition-
ally, the model predicts that the pad surface texture has a dominant effect on the polish,
which reaffirms that proper pad conditioning and pad surface texture maintenance is vital for
CMP processes. The model is also demonstrated using a non-Prestonian material removal
law, and may readily be adapted with other removal rate equations.

With this model for predicting the active and trench oxide thicknesses as a function of
the polish time, die design, pad design, and experimental tool parameters, new pad designs
may be simulated. In the future, simulation results may be used to inform new pad designs,
to select appropriate pads for a particular die, and to optimize die layout.
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Chapter 5

Conclusions and future work

In Chapter [3, I have developed a feature-scale model of the planarization efficiency, as a
function of the feature size, shape, and height. The model analyzes the solid-solid contact
pressures at various possible pad-feature configurations, and then averages across these con-
figurations to calculate an average planarization efficiency. In this manner, the effects of
wafer horizontal sweeping and rotation are accounted for. I decompose the pad behavior
into three deformation modes: surface elasticity, bulk segment downward displacement, and
bulk segment rotation and generate surface response functions for each of these deformation
modes. By using the surface response function approach, the pad deformation computa-
tions are much more computationally efficient than a purely finite element method approach
would be. Results show that asperities are the dominant source of planarization, and for
sufficiently large features, asperities are able to reach within the trench regions, causing the
planarization efficiency to drop. Asperity tips cannot be treated as perfectly sharp, as this
would result in only a few contact points and exceedingly high contact stresses. Instead, I
model the asperities’ nonlinear mechanical behavior as elastic, perfectly-plastic, which leads
to flattened asperities and contact scenarios that match experimental results in the litera-
ture. A solid—solid contact model of CMP is sufficient to capture the planarization efficiency’s
dependence on feature size.

The die-scale model expands the methods used in the feature-scale model, and simulates
the polishing of feature arrangements, not solely features of the same size and shape. It
integrates various length-scales, by employing the feature-scale model to predict the pla-
narization efficiency for features that are too small to be resolved by the die-scale model’s
resolution. For features that are even smaller than the feature-scale model’s resolution (di-
cated by the pad scanner’s resolution), a theoretical model known as the pattern density
step height model is used. Significant insight into how the die layout affects polishing is
provided.

The modeling work presented here is particularly important for the following reasons:



CHAPTER 5. CONCLUSIONS AND FUTURE WORK 89

e The interactions between neighboring pad asperities are accounted for. This is done
by computing asperity deformations using a boundary element approach. Pad asperity
mechanics are not simply represented as independent springs.

e Pad texturing is represented as realistically as possible, by inputting measured pad
scans directly into the contact mechanics models. The pressure distributions predicted
by simulations using these measured pad asperities differ greatly from those predicted
by models that assume flat pad surfaces, since the pressure is concentrated within
a small area determined by the tallest asperities. Analysis showed that these pad
asperities had distributions that were not well modeled by commonly used theoretical
asperity distributions such as Gaussian or exponential distributions.

e The pad mechanical behavior is intricately represented as a composite material behav-
ior. The material properties and sizes of each constituent material are used within finite
element simulations to generate pad surface response functions. Those pad surface re-
sponse functions are then used in convolution operations to determine the total pad
deformation in a computationally efficient approach. The pad is not simply lumped to
behave as a layer with an effective modulus.

e This analysis is performed for patterned wafers whose layout contains various feature
sizes and types. The starting topography for this patterned wafer is measured and
used in simulations. This analysis does not solely focus on blanket wafers, which,
while easier to manufacture, test, and measure, possess polish behavior that might
differ from that of patterned wafers.

e The die-scale model can be deployed as a multi-scale model, by creating planarization
efficiency lookup tables with the feature-scale model. In this way, pad scans at two
length-scales—a finer, lower-area and a coarser, larger-area scan—are used in conjunc-
tion with each other.

Looking forward, there remain significant areas for additional modeling work. Further
work may focus on building this modeling framework, towards achieving greater agreement
between simulations and experiments. It remains interesting to investigate dies with new
layouts, which may provide more insight than the test die used here. This model can be
expanded to investigate retaining ring effects and to account for the various applied pressure
zones. A significant research thrust is in the optimization of process design variables; while
this work focused on prediction, the die design and pad design can be optimized to achieve
a user’s process goals. The problem of the conditioning disk’s sweep path remains an open
problem; the disk’s design may be improved and the sweeping profile may be optimized,
leading to more uniform pad textures and higher planarization efficiencies.

The framework presented here opens new avenues to envisage the CMP process and its
modeling. Above all else, proper representation of pad asperities is crucial to representing
the pad-wafer interface and the pressures that develop at the contact zones.
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Appendix A

Experimental methods

A.1 Pad designs

104

Three different pads were used in this work. Table provides descriptions about these
three pads and the parameters used in the experiments.

Table A.1: Table of pads used in this work and the associated pad design and experimental
parameters. The pad design variable names correspond with those shown in Table 2.1} The
experimental data are courtesy of Applied Materials, Inc.

Parameter
Segment design
Ey
Ey
wsegment
Wgroove
hsegment
bsubpad
tsul{pad
P
Npad
N, wafer
Paused for metrology?

A.2

Pad A
Concentric rings
2500 MPa
1 MPa
0.34 mm
0.34 mm
1 mm
2mm
2.5 mm
13789.5 Pa
93 rpm
87 rpm
No

Watfer processing

Pad B
Concentric rings
790 MPa
55 MPa
1.35mm
0.68 mm
0.5mm
2mm
2.5 mm
13789.5 Pa
93 rpm
87rpm
Yes

Pad C
Segmented spirals
69.3 MPa
105 MPa
1.35 mm
0.68 mm
0.5 mm
1 mm
1.5 mm
6894.8 Pa
93 rpm
87 rpm
Yes

Wafers were processed using standard lithographic techniques and a conformal deposition of
oxide. Experiments were run on an Applied Materials Reflexion LK Prime using 300 mm
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wafers, 760.2 mm diameter pads, and a ceria-based slurry. For the experiments shown in
Chapter , a 3M™ AS82 conditioning disk with a 74 pm nominal diamond size was used.
The wafer was swept across the pad such that the wafer center to pad center distance varied
from 165.1 mm to 215.9 mm over a 3 second period. The applied pressures, platen rotational
speeds, and wafer carrier rotational speeds are listed in Table [A.1]

A.2.1 Mask Design

The 15.5 mm x 12 mm die contains 2 mm by 2 mm blocks of features of a given size and
shape. The die design is tessellated across the wafer. Our analysis focuses on the features

with line/space or checkerboard shapes, and with critical dimensions ranging from 10 pm to
2000 pm.
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A B C D E F
50050 507 5% 50% 5i0%a 50%
checkerboard | 10 pm pitch LIS | 0.4 pm pitch L'S (200 pm pitch L'S| 4 pm pitch US| 400 pm pitch L'S
50 50%% 60% 50% st agmgemd 90%
20 pm patch L'S | 1.0 pm pitch L/YS | 2 pm pitch /S | 0.2 pm pitch L'S blocks (DRAM) 1.0 pm pitch L/S
40% 30% 50%
T0% 0% 50%
staggered staggered . ; . staggered
Jocks (DRAM) | blocks (DRAM) 1.0 pm pitch L'S | 1.0 pm pitch L'S | 1.0 pm pitch L'S ocks (DRAM)
T0% 60% ) 20%
50% 10%: 5ifa
staggered staggered , - . , staggered
(DRAM) (DRAM) 100 pm pitch L'S | 1.0 pm pitch L'S | 0.2 pm pitch L'S blocks (DRAM)
B0 50%% 10% 0% TR 30%
staggered 0.9 pm Line / 0.9 pm Line [ 0.9 pam Line / 0.9 pm Line / 0.9 pm Line |
blocks {DRAM) vary Space vary Space vary Space vary Space vary Space
407 staggered blocks (DRAM) - 0.5mm spacer
500x500 pm S S00 200200 pm 2000200 pm
active block trench block active block trench block 20006200 pmi 100100 pm
a0 a0% 40% 40% checkerboard | checkerboard
DRAM DRAM DRAM DRAM
407, staggered blocks (DRAM) - 0.5mm spacer
1000x1000 pm | 1000x1000 pm
S00x 500 pm 1000000 prn | 20002000 pron | 200002000 pm trench block active block
checkerboard | checkerboard trench only active only 40%% 40
DRAM DRAM
407 staggered blocks (DRAM) - 0.5mm spacer

Figure A.1: The test die pattern, which is tessellated across the wafer. The die contains
features of various shapes, including line/space features, checkerboard features, and features
similar to DRAM. For checkerboard features, the size of one square—and not the pitch—is
provided. For line/space features, the feature pattern density and pitch are provided. Figure
provided courtesy of Applied Materials, Inc.
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A.3 Measuring pad surface topographies

Two different scanning systems were used to measure pad textures in this work: one system
to scan small pad portions at high resolution and another system to scan entire pads at
coarse resolution. Both systems were used on pad specimens that had been conditioned and
used in polishing experiments (courtesy of Applied Materials, Inc.).

A Keyence VK4 was used to perform 3D laser scanning microscopy on used pad speci-
mens. The specimens were punched out of a region of the pad located 190.5 mm away from
the pad center. The profile scans had sizing sufficient to encapsulate between two and four
pad segments across. The scanner’s lateral resolution adjusts with its overall size, to keep
memory requirements manageable. With a scan size of 1.36 mm X 1.36 mm, the scanner
provided asperity profile data with a lateral resolution of 2.782 pm. The Keyence Analyzer
software was used to perform tilt correction, which corrects for possible sloping of the pad
sample.

A Solarius white light interferometer was used to scan entire pads after removal from the
polishing platen. The scanner was able to scan the entire 762 mm diameter pad with a 25 pm
lateral resolution. The scanner’s output was processed with an averaging filter to produce a
pad surface texture with 50 pm lateral resolution for use in Chapter

It is important to note that both the pad punch-outs and the entire pads may exhibit
warpage, which may affect the scans and simulations. A more rigorous method for scanning
pad topographies while keeping the pad flat is left as future work.

A.4 Measuring die oxide topographies

A Nova 1550 ellipsometry tool was used to measure the oxide thicknesses for active and trench
regions, at multiple features and die locations. For the experimental results discussed in
Chapter [3] a KLA Tencor HRP-340 profilometer was used to measure the wafer topographies
prior to polishing.

For the experimental results discussed in Chapter 4] SEM micrographs were used to
extract the etched feature depths deien, the nitride film thickness ¢4 and the pad oxide
thickness ¢ paq . It is well known that these dimensions may depend on the feature size and

oxide
shape. Indeed, Figure [A.2| shows SEM micrographs of 1pum and 100 pm line-space features,
and tpitride + ¢ pad is almost 20nm (almost 20%) smaller for the 100 pm feature compared to

the 1pm feature Despite this feature-scale non-uniformity, this work proceeds by assuming

all features to have deten + tnitride + £ paa = 254nm (obtained by averaging across multiple
oxide
feature measurements). This assumption is necessary because it was not possible to obtain

SEM micrographs for all features, and it would be unfeasible to measure all wafers used in
this study (to account for potential wafer-to-wafer variation). Future studies may investigate
the simulation’s sensitivity to this starting die topography assumption.
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Figure A.2: SEM micrographs of STI features, with dimensions of the etched trench and
nitride 4+ pad oxide films shown. (a) shows a set of 1 pm line-space features and (b) shows a
100 pm line-space feature. The arrows point to coatings used for metrology purposes. Figure

provided courtesy of Applied Materials, Inc.
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The experimental results shown in Chapter 4| were obtained by sequentially polishing a
wafer: a wafer was polished for a set amount of time, measured, polished for an additional
amount of time, and the cycle repeated until the total number of measurement times was
obtained. In contrast, the experimental results shown in Chapter (3| were obtained by pol-
ishing multiple wafers, each for a predetermined and different amount of time. The benefit
to sequentially polishing a single wafer is that it requires fewer materials and there are no
wafer-to-wafer variation effects. The drawback is that there may be startup effects that get
compounded and affect the polish behavior (as discussed in Section . All wafers were
measured prior to polishing as well.

A.4.1 Messy data: detecting erroneous measurements

An important step when analyzing a dataset is to confirm that all data points are physically
realistic. Visualization of the oxide thickness vs time curves revealed instances of unphysical
measurement values, namely where the oxide thickness increased in comparison to a previous
measurement time. These unphysical measurements were typically limited to only a few
features and did occur at multiple die locations. The cause of these erroneous measurements
is unknown, and those data points are removed from the dataset.

Figure shows an example where unphysical measurements were collected on a 2000 u
feature. In particular, this example plot shows a trench oxide profile with a vertical shift
from 60s to 180s. A careful decision needs to be made: is it the measurements between
60s and 180s that are erroneous, or is it the remaining data points that are erroneous? To
answer that question, the data points need to be compared with measurements from other
features, and it is expected that (for a constant polish time) the trench oxide thickness for a
larger feature should be smaller than for a smaller feature. Using this analysis, Figure
shows the processed results without those erroneous measurements.

A.4.2 Variation in experimental measurements: thickness
measurements depend on the number of time splits

Experiments suggest that pausing a polish for measurement purposes may affect the polish
behavior. Figure shows a pair of experiments, where one experiment contained six
measurement times (4 pauses) and the other experiment contained 3 measurement times (1
pause). The plot shows a significant difference in the trench oxide thickness measurements,
despite the two experiments being performed under identical conditions. This suggests that
there may be start-up effects that compound in the scenario with more measurement times.
A possible mechanism for this is related to the pad temperature: when pausing the polish,
the pad temperature is returned to room temperature and hence the pad does not soften
as much. This means that the pad is not able to reach into trenches to the extent that it
would if the pad temperature was allowed to build. A second possible explanation is related
to slurry: it is well known that it may take a few seconds at the start of the polish for the
slurry to equilibrate in the pad-wafer interface [142].
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Figure A.3: Oxide thickness vs polish time plots for a 2000 pm feature. Black corresponds
to active measurements and blue corresponds to trench measurements. The various lines
correspond to replicate measurements performed on neighboring dies. (a) shows the raw
measurements, including nonphysical positive slopes in the trench thickness curves. (b)
shows the same measurements after processing to remove erroneous measurements.

It is important to recognize that experiments may have such start-up effects which the
simulation does not currently capture. Additionally, when comparing simulation predictions
to experimental results, it is important to recognize that the experimental results themselves
may have large variations due to the measurement procedure.

A.5 Material characterization

Dogbone samples of the pad segment and subpad materials were fabricated and tested in
uniaxial tension on an Instron machine. For the pad designs discussed in Chapter (3, the test
results indicated the segment material and subpad material had an average tensile elastic
modulus of 2500 MPa and 1 MPa, respectively. In finite-element simulations, I assume the
high-modulus material to have Poisson’s ratio of 0.3, and the low-modulus material to have
Poisson’s ratio of 0.45 (based on the Poisson’s ratios of similar polymers). Nanoindentation
tests on a Hysitron Tribolndenter TT 900 with a conical tip indicated the high modulus
material to have a surface modulus of 3800 MPa. Tensile tests indicated the high modulus
material to have a yield strength of oy = 58 MPa. Note that the uniaxial tests were per-
formed under tensile conditions, whereas the pad experiences compressive loading, which is
significant since the mechanical properties of polymers may differ when loaded under pure
compression versus when loaded under pure tension. Furthermore, these tests were per-
formed without the presence of slurry and at room temperature, which could further affect
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Figure A.4: Plot of the oxide thickness vs polish time, as measured for two experiments.
Black symbols correspond to the active region and blue symbols correspond to the trench
region. In the experiment that used six measurement times, the trench oxide thicknesses
measurements are higher than in the experiment that used only three measurement times.
Both experiments held all other parameters constant. Error bars correspond to 95% confi-
dence intervals on the mean.

the mechanical properties. Despite those limitations, these experimental material charac-
terizations are still helpful for estimating the simulation parameters, and those parameters
may be further refined in simulation with parameter tuning.

A.6 Calculating planarization efficiency from
experiments

Calculating the planarization efficiency using experimental measurement data collected at
discrete times is a delicate task, since the planarization efficiency decreases over the polish
time. Here, I provide a method for estimating the planarization efficiency using those discrete
time measurements. This method assumes that the active and trench oxide thicknesses were
measured at all measurement times, and that the starting feature step height was measured
before polishing. This method is used in Chapter
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The goal here is to determine the planarization efficiency and step height for individual
feature classes. The fact that measurements occur at multiple times means that the feature
step heights will vary, and it is important to capture the planarization efficiency’s depen-
dence on the step height. For a particular feature, the active and trench oxide thickness
measurements at a given measurement time t' are h' ;. and hi_ . and the initial step

active trenc

height is A7V, Here, i = 0 corresponds to the start of the polish, and thus t=° = 0s. The

step*
step height at a given measurement time is given by

Ri = pi=0 4 (hi _ pi=0 ) . ( i _ pi=0 ) (A.1)

step step active active trench trench

Calculating the planarization efficiency requires knowledge of the material removal rate.
Using a central difference method, the removal rates are calculated as

hi+1 _ pi—1
7 _ "Pactive active
Ractive - pitl — i1 <A2a)
i+1 i—1
% — h’trench — htrench (A 2b)
trench pitl i1 :

Then, using Equation the planarization efficiency at a given measurement time is
given by

) % hi+1 o hi—l
PEI=1— t.rench —1— trench trench (AS)
Rz ) hz+1 o hz—l
active active active

In both Equation and Equation [A.3] due to the use of the central difference method,
the number of measurement times at which these equations may be used is 2 fewer than the
total number of measurement times, and hence we have i € {1,2, ..., q}, where ¢ is the total
number of measurement times.

It is important to place error bars on these experimentally determined values. I present
a simple method for determining upper and lower bounds on the step height and planariza-
tion efficiency, and a more rigorous, statistical method could be used with more replicate
measurements. This method proceeds by assuming that the metrology tools have an error
of £50 A (based on previous experience with the tools). That error then propagates to the
planarization efficiency as follows:

R pil 100 A

P.E] Lower = 1 — —ticach_—trench Ada
oy =1 = 35 0 004 (A.40)
, R Bl 100 A

P.E N ypper = 1 — —trench _“trench A.4b
}l[){?lfnd R TR T (A.4D)

active active

For the step height, each of the 5 measured quantities in Equation has a +£50 A error,
and hence the step height has a £250 A error. Note that the planarization efficiency must
be between 0 and 1 (inclusive) and the step height must be nonnegative.
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