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1 INTRODUCTION

SUMMARY

We develop and verify an automated workflow for full-waveform tomography based on spec-
tral element and adjoint methods. We choose the North Island, New Zealand as a study area
because of its high seismicity, extensive seismic network, and the availability of a candidate
ray tomography starting model. To assess the accuracy of this model, we simulated 250 re-
gional earthquakes using a spectral element solver, and compared the resulting synthetics with
recorded waveforms. In a 10-30 s passband, reasonable cross-correlation phase and amplitude
misfits exist between data and synthetics, whereas at 2-30 s, waveform misalignment is severe
enough that meaningful cross-correlation measurements are no longer possible. To improve the
velocity model at these short periods, we created an automated inversion framework based on
existing tools for signal processing, phase measurement, nonlinear optimization, and workflow
management. To verify the inversion framework, we performed a realistic synthetic inversion
for 3-D checkerboard structure and analyzed model recovery, misfit reduction, and waveform
improvement. The results of this analysis show that the source—receiver distribution within
the chosen domain is capable of resolving velocity anomalies in regions of sufficient data
coverage, and of magnitudes comparable to those expected in a real seismic inversion. Along
with this finding, the relative ease of use and reliability of the workflow motivates future efforts
targeting a high-resolution (2-30 s), large-scale (=50 000 measurements) seismic inversion
for the North Island. Updated models from such an inversion are expected to improve ground
motion predictions, constrain complex velocity structures, and advance understanding of New
Zealand tectonics.

Key words: Seismic tomography; Computational seismology; Crustal imaging.

2010; Lee et al. 2014b; Miyoshi et al. 2017), to continental (e.g.
Fichtner et al. 2009, 2013; Zhu et al. 2015; Chen et al. 2015), to

Seismic tomography offers a powerful tool for understanding the
dynamics and evolution of our planet. Computational advances in
the 2000s opened the door for advanced tomographic methods,
including full-waveform modeling and inversion based on spectral
element (Komatitsch & Vilotte 1998; Komatitsch et al. 2002) and
adjoint methods (Tarantola 1984; Talagrand & Courtier 1987; Luo
& Schuster 1991). Nevertheless, such inversions remain challenging
not only in terms of computational cost, but also due to the complex
software required to perform them.

Full-waveform adjoint tomography has led to detailed tomo-
graphic images from regional (e.g. Chen et al. 2007b; Tape et al.

¢ The Author(s) 2020. Published by Oxford University Press on behalf of The Royal Astronomical Society.

global scales (e.g. Bozdag et al. 2016). In this study, we define
regional scale as domains spanning less than 10°. Inversions at con-
tinental scales and larger typically fit long-period waveforms (e.g.
>8 s as in Fichtner et al. 2013), require spherical meshes to honor
Earth structure, and examine upper mantle and long-wavelength
crustal structure. In comparison, regional scale inversions typically
use Cartesian meshes and examine shallow crustal structure re-
lated to short-period waveforms (>2 s as in Tape et al. 2010). One
constraint that limits the applicability of adjoint tomography is the
assumption that the starting velocity model be close enough to true
Earth structure to avoid spurious local minima in the inversion pro-
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cedure. Assessments of candidate models, based on waveform fits,
can be carried out to judge their suitability in this respect (Lin et al.
2011; Lee et al. 2014a; Gao & Shen 2015; Bao & Shen 2016;
Taborda et al. 2016). Additionally, sufficient data coverage within
the domain is required, as tomographic models from earthquake-
based inversions can be spatially biased due to uneven distributions
of sources and receivers. Ambient noise tomography (e.g. Shapiro
et al. 2005; Lin et al. 2007, 2008; Yao et al. 2010; Rawlinson et al.
2016) can improve upon these difficulties, but typically limits short-
est periods to >5 s to capture surface wave dispersion. Therefore,
to attain high-resolution images of shallow crustal structure and
complex tectonic features in seismically active regions, it is crucial
to develop modern tools to address the unique challenges presented
by earthquake-based adjoint tomography.

The domain encompassed by the central and southern North Is-
land and the northeastern South Island, New Zealand (Fig. 1) is a
prime candidate for performing regional-scale adjoint tomography.
The domain exhibits high seismicity rates due to active subduc-
tion of the Pacific Plate below the Australian Plate (Reyners 1998;
Wallace et al. 2004, 2012), in a region known as the Hikurangi sub-
duction zone. The Hikurangi trench is directly offshore (100 km)
and the plate interface below land is shallow, at roughly 15 km be-
low the east coast of the North Island (Wallace et al. 2009; Barnes
et al. 2010; Williams et al. 2013). Intraplate seismicity within the
Pacific slab, interplate seismicity along the principal décollement
and upper plate seismicity associated with volcanism in the cen-
tral North Island and strike-slip faulting along the length of the
Hikurangi margin, collectively provide a geographically and kine-
matically diverse set of earthquake sources. More than a decade
of earthquake moment tensors (Ristau 2008) and broadband seis-
mic data are available through the permanent seismic network of
New Zealand (GeoNet). Additionally, many years of research by
Eberhart-Phillips and colleagues have produced a detailed 3-D ve-
locity model (Eberhart-Phillips et al. 2010, 2014, 2015, 2017, 2020;
Eberhart-Phillips & Fry 2017, 2018) that can be used to generate
synthetic seismograms for the region. These qualities make this
area a good choice for developing methods for adjoint tomography,
and applying them to a region of complex structure and substantial
seismic hazard (Stirling et al. 2012).

In this paper, we present a methodological framework for full-
waveform tomography using adjoint methods. The purpose of this
paper is threefold:

(i)To use 3-D wavefield simulations to evaluate a candidate starting
velocity model of New Zealand.

(ii)To expand the capabilities of an open-source automated work-
flow package for adjoint tomography (SeisFlows), by providing a
modular interface for misfit assessment (Pyatoa).

(iii)To demonstrate the potential of this software suite for large-
scale adjoint tomography through complete synthetic inversions
using New Zealand station and earthquake distributions.

In developing an automated workflow, we aim to promote trans-
parency and reproducibility in seismic tomography, and encourage
community development through expansion of existing open-source
software packages. We start with analysis of synthetics computed
using the latest ray tomography model of New Zealand (Section 2).
We then introduce and describe an automated inversion workflow to
be used in current and future inversions (Section 3). This is followed
by an application of the workflow to realistic synthetic inversions
(Section 4), designed to illustrate the capability for resolution testing
and assessment of methodological choices in large-scale inversions.

The paper concludes with a discussion looking toward full-scale ad-
jointtomography of the North Island, New Zealand, and applications
elsewhere (Section 5).

2 MISFIT ASSESSMENT OF AN INITIAL
3-D VELOCITY MODEL

We evaluate a New Zealand velocity model to assess its applica-
bility as a candidate starting model for adjoint tomography. Us-
ing ray-based body-wave traveltime tomography, Eberhart-Phillips
et al. (2010) jointly computed earthquake hypocentres and seis-
mic velocities (Vp, Vp/Vs) in a New Zealand-wide 3-D velocity
model (‘NZ-wide’). These velocity models incorporate traveltime
measurements from local earthquake data and shots from active
seismic experiments, recorded on permanent and temporary seis-
mic stations throughout New Zealand. Portions of the model have
since been improved through inversions for Rayleigh-wave group
velocity maps (Eberhart-Phillips & Fry 2017), and joint inversions
of local earthquake and teleseismic data (Eberhart-Phillips & Fry
2018). Attenuation models (Qp, Qs) have also been constructed
by fitting spectral decay for body waves from local earthquakes
(Eberhart-Phillips et al. 2014, 2015, 2017, 2020).

In this study, we use a portion of the NZ-wide velocity model,
which we refer to as ‘NZ-North’. Fig. 2 shows map views and cross
sections of the NZ-North V, and Vs models. Tectonic features of
the North Island and the Hikurangi subduction interface (Wallace
et al. 2004, 2009; Clark et al. 2019) are identifiable by the stark
velocity contrasts. The lowest velocities within the model are found
in the accretionary prism of the subduction forearc, which is akin to
a sedimentary basin, shown to exhibit extremely long durations of
ground motion following seismic events (Kaneko et al. 2019). In the
central North Island, the modern (2 Myr) portion of the volcanic arc,
the Taupo Volcanic Zone, exhibits high heat flow and geothermal
activity, extensional faulting and associated seismicity, underlain
by low-velocity, highly attenuating crust and mantle (Wilson et al.
1995, 2009; Behr et al. 2011; Rowland et al. 2010; Eberhart-Phillips
et al. 2020). Cross sections show the subducting Pacific Plate and
overlying Australian Plate, as well as low velocity sediments in
the forearc region. The northeastern extent of the South Island is
included in this domain, as seismicity there is high in the southward
transition of the subduction margin from oblique convergence to
strike-slip behaviour. The southwest corner of NZ-North contains
the 2016 M,, 7.8 Kaikoura earthquake (Hamling et al. 2017; Holden
et al. 2017) and its extensive aftershock sequence.

2.1 Simulation framework

We use the NZ-North velocity model to carry out spectral element
wave propagation simulations to assess its applicability for adjoint
tomography based on waveform fits. To generate synthetic seismo-
grams, we use the spectral element solver SPECFEM3D Cartesian
(Komatitsch & Tromp 2002a, b) to simulate ground displacement
from local earthquakes. Using the SPECFEM3D internal mesher,
a rectangular mesh was created with roughly 600 000 elements and
a minimum element spacing of 1 km. Topography and bathymetry,
necessary for accurate propagation of surface waves, are interpo-
lated from SRTM-30P (Becker et al. 2009). A water layer is not
used in this mesh. Mesh boundaries are chosen to maximize the
number of local earthquakes within the domain, while limiting un-
used domain space. A mesh depth of 400 km is chosen to avoid
numerical reflections from the bottom boundary.
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Figure 1. Map view of the study region, containing the central and southern North Island and the northeastern tip of the South Island, New Zealand. 30
earthquakes and 58 receivers used in synthetic inversions are shown as focal mechanisms and inverted triangles, respectively. Earthquakes are chosen to provide
a varied representation of available focal mechanisms within the domain. Beachball size corresponds to magnitudes 4.8 < M,, < 6; depth information coded
by colour. The simulation domain is outlined by the dashed black line. Select cities or landmarks are shown as yellow circles. Named regions and tectonic
plates are shown with square name plates. Dotted lines represent the approximate depth contours of the subduction interface, with depths denoted by inline

annotations (Williams et al. 2013).

Our earthquake catalog consists of 250 moment tensors from
local earthquakes of moment magnitudes 4.4 < M,, < 6.0 that
occurred between January 2005 and November 2019 at depths shal-
lower than 60 km. The depth and lower magnitude bound are chosen
to discard events that will not excite strong surface wave signals,
while the upper magnitude bound is set to avoid the need for finite-
fault source representations. Moment tensors are routinely calcu-
lated by GeoNet for the New Zealand region (Ristau 2008, 2013)
using a time domain moment tensor inversion code (Dreger 2003)
and New Zealand-specific 1-D velocity models. These regional mo-
ment tensors have been shown to compare well with Global CMT
solutions (Ekstrom et al. 2012) and first motion focal mechanisms
(Robinson & Wehb 1996). We calculate synthetic seismograms at
locations corresponding to 45 GeoNet broadband stations.

2.2 Misfit assessment

We assess the degree to which the NZ-North velocity model gen-
erates synthetic seismograms which accurately reproduce seismic
observations. We do this by performing forward simulations for

all events in our catalog and quantifying waveform accuracy us-
ing a time windowing algorithm, which compares similar sections
of waveforms and excludes noise or poor-fitting data. Here, time
windows are chosen using the FLEXWIN algorithm (Maggi et al.
2009), which identifies wave-group like signals using a short-term
average/long-term average (STA/LTA) ratio. The selection algo-
rithm identifies acceptable time windows based on waveform fit,
characterized by peak cross-correlation, time-shift, and amplitude
ratio. Amplitude ratio is defined by Dahlen & Baig (2002) as

2
n(A)=In 2 g5 40
Agyn s2(t)dt

where d and s are the data and synthetic waveforms, respectively.
User-defined parameters allow control over the quality of wave-
forms contained within the chosen windows. For this region, we
find adequate window selection when absolute time-shift does not
exceed 8 s, absolute amplitude ratio is less than 2, and peak cross-
correlation is greater than 0.7. For reference, a window around two
identical waveforms has time-shift and amplitude ratio equal to 0,
and peak cross-correlation equal to 1. A summary of windowing
parameters used in this study is provided in Table Al.

)
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Figure 2. (a) Map view of the NZ-North V, model. Coastline shown as white line. Line A-A’ corresponds to the surface trace of cross sections in (c-d). Text
labels provide general locations of Hikurangi subduction zone features. (b) Map view of the NZ-North Vs model. (c—d) Cross sections of the Vp, and Vs models,

corresponding to the line A-A’ in (a).

2.2.1 Selected waveforms

Here we show a representative set of average and below-average
vertical-component waveforms from various source—receiver paths
to provide a sense of the varying degrees of misfit for the candidate
velocity model. Waveforms are shown for a period band of 10-30 s
(Figs 3a—c) and 2-30 s (Figs 3a’-c’), corresponding to the labelled
source receiver paths in Fig. 3(d). Window annotations provide a
reference for misfit through values of time-shift (dT), amplitude
ratio (dA), and peak cross-correlation (cc). By convention, a pos-
itive time-shift corresponds to synthetic phases arriving early with
respect to observed phases (dT = Tops — Teyn), and a positive ampli-
tude ratio corresponds to synthetic amplitudes that are smaller than
observed amplitudes.

In Fig. 3, waveform A at 10-30 s represents average misfit. Cross-
correlation is high for both misfit windows, however time-shift is
large for the later window. At 2-30 s periods, a stark increase in
misfit is illustrated by low cross-correlation values and no selected
windows around the later arriving phases. This average misfit may
be explained by the ray path crossing an area of minimal data cov-
erage. Waveform B of Fig. 3 traverses the Taupo Volcanic Zone,
characterized by average time-shift but large amplitude difference
at 10-30 s periods. At 2—-30 s periods, waveform peak amplitudes are
more than a factor 10 different, contributing to a short selected time
window. This large amplitude difference may be due to inaccuracies
in the attenuation model for this complex volcanic region. Wave-
form C of Fig. 3 traverses parallel to the Hikurangi forearc region.
Observations of surface waves in this area show increased durations
of ground motions due to the basin-like resonance effects of the low-
velocity accretionary prism. Inaccuracy in the initial velocity model
is observable in both period bands, where synthetic seismograms do
not fully capture the resonant waveforms shown in the observations.

The same analysis for radial and transverse components (Fig. A3)
show similar waveform behaviour and window selections. Synthet-
ics were also generated using a North-Island-specific 1-D velocity
model (Ristau 2008). Comparisons between the resultant synthetic
seismograms (Fig. A1) show that NZ-North is more capable of cap-
turing accurate waveform fits and travel times, especially for later
arrivals. Although waveform amplitudes are better fit with the 1-D
velocity model of Fig. Al, this is deemed less important due to our
intended use of phase-based objective functions (Section 4.3).

2.2.2 Bulk misfit analysis

We analyze misfit in bulk for all collected measurements at a pe-
riod band of 10-30 s. Misfit histograms detail time-shift, amplitude
ratios, peak cross-correlation, and relative start time for 250 events
recorded on three components of 45 broadband stations, with a total
of 26 676 measurements.

Time-shifts (Fig. 4a) show that, on average, synthetic phases ar-
rive 2.0 = 3.65 s earlier than observed phases, meaning the model
velocities are slightly fast with respect to observations. Amplitude
ratios (Fig. 4b) show a mean and standard deviation of —0.07 = 0.68,
meaning that synthetic amplitudes are approximately 7 percent
larger than observed amplitudes. Peak cross correlation (Fig. 4c)
shows a roughly uniform distribution of waveform fits up to a value
of 0.85, with progressively lower counts above that. Figs 4(d)—(f)
show time-shifts for vertical, radial and transverse components, re-
spectively. Radial and vertical components show a comparable num-
ber of measurements and average time-shift, while a lower number
and larger average time-shift for the transverse component suggest
less accurate synthetics for transverse-sensitive phases like SH and
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Figure 3. A representative selection of vertical-component data-synthetic comparisons. (a—c) Misfit comparisons for the 10-30 s period band. Observed
waveforms are shown in black, synthetic waveforms in red, grey boxes represent misfit windows chosen by the time windowing algorithm. Measured time-shift
(dT), amplitude ratio (dA), and peak cross-correlation (cc) are indicated within each window. Waveforms are shown in units of displacement. (a’-c’) The
same waveforms as (a—c), but filtered at a period band of 2-30 s, and windows chosen with slightly altered windowing parameters (Table Al). (d) Map of
source—receiver locations with ray paths, focal mechanisms, and labels corresponding to general subduction zone features.

Love waves. Figs 4(g)—(i) relate to the relative start time of measure-
ment windows with respect to the event origin time. The median
starttime is 86 s, which suggests that a majority of measurements are
made for direct arrivals and small source—receiver distances. Cross
correlation values for measurements made before 100 s start time
show a relatively uniform distribution, while measurements made
after 100 s show progressively lower counts for cross-correlation
values greater than 0.8. Phases associated with later arrivals, that is
surface waves and large source—receiver distances, show increased
misfit, which can be interpreted either as accumulation of misfit for
large propagation distances, or high misfit for surface waves stem-
ming from a candidate velocity model primarily derived using body
waves.

The overall low time-shifts and amplitude ratios, high peak cross
correlation values, and even distribution of measurements among
components, suggest that NZ-North is a reasonable starting model
for adjoint tomography. This is further evidenced through com-
parisons with bulk misfit analysis of synthetics generated using a
1D North Island velocity model (Fig. A2). Despite less restrictive
windowing parameters for the 1D synthetics (Table A1), only 9834
measurements could be made, with considerably larger average
time-shifts (6.11 + 5.03 s), and amplitude ratios (0.55 % 0.73), il-
lustrating significant improvements gained using the region-specific
3D velocity model. Additionally, analysis of the the ray-based 3D
starting model of southern California by Tape et al. (2010) show
comparable overall time-shifts (1.06 = 1.43 s) and amplitude ratios
(0.34 = 0.39) for 36 553 measurements at 6-30 s periods. We argue
that the larger average misfit for NZ-North is attributed more to the
complicated nature of New Zealand tectonics with respect to south-
ern California, rather than any substantial differences in accuracy
for their respective starting models. The improvements in waveform
fitseenin Tape etal., as well as the accuracy gained using NZ-North,
in contrast to a 1D velocity model, provides optimism that this is a
reasonable candidate starting model for adjoint tomography.

3 AUTOMATED INVERSION
WORKFLOW

Adjoint tomography consists of many near-identical processes ma-
nipulating large amounts of data in an iterative procedure. It there-
fore benefits strongly from automation, parallelization and struc-
tured organization. Here we present our workflow, which is com-
prised of new and existing open-source tools that address and au-
tomate each step of an earthquake-based adjoint tomography work-
flow. In this section, we briefly outline the components of a typical
workflow (Fig. 5), followed by explanations of the individual soft-
ware packages comprising our automated workflow.

Adjoint tomography typically begins with data gathering, char-
acterized by selection of a region and collection of seismic data
consisting of moment tensors, waveforms, and source and receiver
metadata. An initial velocity model is generated for the region us-
ing external information, and the forward problem is solved by
simulating seismic wave propagation for each source. The resultant
synthetic waveforms are compared to corresponding seismic data
through some objective function, in a misfit quantification proce-
dure, or function evaluation. Here, time windowing can be used
to restrict the data evaluated in the objective function, preferable
as data quality can not always be well controlled in an automated
framework. To solve the inverse problem, we seek to minimize the
objective function through perturbations of either velocity model or
seismic source parameters. This is accomplished by determining the
gradient of the objective function, with respect to these parameters,
using the adjoint-state method (Tarantola 1984). In the adjoint sim-
ulation, the forward wavefield interacts with a secondary (adjoint)
wavefield to produce the gradient of the objective function for a
given source—receiver pair. This adjoint wavefield is produced by
an adjoint source, which is a source time function, input at receiver
locations, weighted by misfit for a given source-receiver pair. Using
gradient information from many source—receiver pairs, a nonlinear
optimization algorithm searches for a local minima in the objective
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Figure 4. Misfit histograms for forward simulations using the NZ-North velocity model. Measurements from 250 events recorded on three components of
45 broadband stations, with 26 676 total measurements. Mean, standard deviation, and median are given in the titles of each histogram. The number of
measurements for each histogram is provided in the respective legend. (a) Time-shift corresponding to peak cross correlation between data and synthetics, in
units of seconds. (b) Data-synthetic amplitude difference In (A) (Eq. 1). (c) Peak cross correlation value. (d—f) Time-shift for vertical, radial, and transverse
component measurements. (g) Measurement start time relative to event origin time. (h) Peak cross correlations for measurements made before 100 s relative
start time. (i) Peak cross correlations for measurements made at or after 100 s relative start time.

function through perturbations of model or source parameters. The
forward problem is solved again with the perturbed model or source
and evaluated for misfit reduction. This process repeats iteratively
until some pre-defined convergence criteria are met. Updated mod-
els can be appraised through resolution tests, and comparisons with
external information such as known geology, tectonics, or tomo-
graphic models.

Our aim in automating the adjoint tomography workflow is to
increase the speed and efficiency with which an inversion can be
initialized and performed, while thereby reducing the possibility of
user error. WWe emphasize open-source code development to promote
scientific reproducibility and increased transparency in seismic in-
versions. Desirable aspects of such a workflow include having as
few programming languages as possible, the ability to implement
varying degrees of manual control, and a flexible design that can
be applied to a wide range of scales and systems. In the follow-
ing sections, we describe our chosen workflow tool, SeisFlows,
as well as its complement package for earthquake tomography,
Pyatoa.

3.1 SeisFlows

For automation of the adjoint tomography workflow, we use Seis-
Flows (Modrak et al. 2018), a flexible waveform inversion package
written in the Python programming language. SeisFlows provides
custom routines for seismic inversions with modules that address,
for example, workflow management, compute system interactions,
and nonlinear optimization. Additionally, it integrates the function-
alities of external numerical solvers, like SPECFEM3D Cartesian,
using generalized wrapper functions. SeisFlows automates all com-
ponents of a seismic inversion, from job submissions on high per-
formance computing (HPC) systems to model updates, and has
been used for active source full-waveform inversions (e.g. Smith
et al. 2019) and synthetic inversion studies (e.g. Rusmanugroho
etal. 2017; Borisov et al. 2018; Matharu & Sacchi 2018; Tromp &
Bachman 20193, b). SeisFlows has yet to be used for earthquake-
based inversions, and therefore important aspects of earthquake
tomography, such as seismic data handling and detailed misfit quan-
tification, are underdeveloped with respect to the package’s more
robust components. This has led to the development of Pyatoa,
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Figure 5. A diagrammatic illustration of the adjoint tomography workflow, adapted from Fig. 2 of Liu & Gu (2012). The workflow tools introduced in this
paper are capable of automating all components of the adjoint tomography workflow, except for the initial guess, creation of the starting model and the appraisal
of the final model using external information. Inversions can be run fully-automated, or with various levels of manual intervention introduced throughout the

inversion.

a complementary package to enhance SeisFlows’ capabilities for
earthquake-based adjoint tomography.

3.2 Pyatoa

Python’s Adjoint Tomography Operations Assistant (Pyatoa) is an
open-source tool designed to handle seismic data within a seismic
inversion workflow. It primarily addresses the misfit quantification
procedure, through gathering and processing of seismic data, and
evaluation of objective functions. Pyatoa is built around the widely-
used seismological processing package, ObsPy (Beyreuther et al.
2010; Krischer et al. 2015b), and benefits from the seismic data
handling and gathering capabilities contained therein. Using cus-
tom methods and data structures, Pyatoa abstracts, or simplifies,
routines defined by ObsPy and other existing Python packages to
facilitate automation of misfit evaluation in a seismic inversion.
Pyatoa additionally provides a highly structured data organization
scheme, and easy-to-use measurement aggregation tool, to allow
for efficient storage, retrieval, and assessment of inversion data.
The aim in developing Pyatoa is to codify the typically custom-
made, hard-coded subroutines that are accessory, but nonetheless
essential, when performing earthquake-based adjoint tomography.
We provide a general explanation of the structure and functionali-
ties of Pyatoa here, and leave more technical explanations for the
documentation (github.com/bchOw/pyatoa). A flowchart detailing
the role of Pyatoa within a SeisFlows workflow is given in Fig. A4.

3.2.1 Structured data storage

Data gathered at each function evaluation are stored in custom file
formats defined by the Adaptable Seismic Data Format (ASDF,
Krischer et al. 2016). ASDF data sets are structured file formats
built to store large amounts of seismic data. The use of data sets

removes the need for cumbersome and error-prone directory struc-
tures commonly used in inversion workflows. This facilitates stor-
age, transport, and analysis of inversion data, and increases the
potential for reproducible seismic inversions. ASDF data sets are
self-describing, as they contain both data and metadata. For Pyatoa,
this means data sets provide all necessary information to under-
stand and repeat previous function evaluations. ASDF data sets are
built to store seismic waveforms and metadata as ObsPy objects, re-
moving the need for data conversion in the transition from storage
to processing. Pyatoa provides additional functionality to ASDF,
allowing for storage of misfit windows, adjoint sources, and con-
figuration parameters. Some pertinent applications of this added
functionality: reusing previously derived misfit windows in a new
function evaluation, or quickly re-evaluating misfit using new win-
dowing parameters or objective functions.

3.2.2 Misfit quantification

At each function evaluation and for each source—receiver pair, ob-
servations and synthetics must be standardized, preprocessed, cut
into time windows and evaluated using an objective function. Pyatoa
streamlines and automates these operations through custom work-
flow and data structures. Fig. 6 shows an example end product of a
Pyatoa function evaluation. Here we refer to standardization as the
process of equating two time series, for example by start time and
sampling rate, while pre-processing refers primarily to instrument
response removal and frequency domain filtering. Through a cus-
tom data object which relates matching waveforms and metadata,
Pyatoa wraps the processing functionalities of ObsPy to automati-
cally standardize and pre-process related waveform data. A series
of internal checks ensure that inappropriate waveforms are not in-
cluded in the function evaluation, for example, in the presence of
data gaps.
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Figure 6. Misfit assessment for one source—receiver pair, generated using Pyatoa. Yellow labels are added for descriptive purposes. (a) Waveform title, which
displays relevant information like processing parameters. (b) Time windows are shown with measurement information for quick assessment of waveforms
and misfit. By default, cross-correlation (cc), time-shift in seconds (dT), amplitude anomaly (dInA), window start time in seconds (Ift), and window length in
seconds (len) are provided. (c) Rejected time windows are shown as colour-coded bars. Here preliminary time windows are rejected for unacceptable time-shift
(tshift) and minimum length (min length). (d) The legend provides component identification and total calculated misfit for a single component (). The grey
short-term-average over long-term-average waveform (STA/LTA) is used to determine preliminary windows, and is shown alongside a waterlevel (dashed grey)
used for the internal rejection criteria. (e) A corresponding map with useful information pertaining to the given source—receiver pair.

Time window selection is accomplished using FLEXWIN, an
automatic selection algorithm which identifies distinct energy ar-
rivals using an STA/LTA ratio waveform, and isolates waveform
similarities using a comprehensive set of rejection criteria. Pya-
toa uses the FLEXWIN algorithm through wrapping functions of
the Python port, Pyflex (Krischer 2015b). Additional windowing
criteria, such as weights based on geographic location (e.g Ruan
et al. 2019), can readily be inserted into the windowing procedure
via Pyatoa. In Fig. 6, the grey STA/LTA waveforms and associated
time windows in orange show the outputs of Pyflex. Here the peaks
of the STA/LTA waveform highlight distinct arrivals in the syn-
thetic waveform. The annotations displayed in the time windows
provide useful information for misfit assessment. Time windows
that were discarded due to the FLEXWIN internal rejection cri-
teria are also shown (Fig. 6¢), giving the user a more informed
understanding of waveform misfit in the absence of selected time
windows.

To evaluate objective functions and generate adjoint sources,
Pyatoa abstracts the functionalities of Pyadjoint (Krischer 2015a).
Within chosen misfit windows, Pyadjoint is used to evaluate the
objective function and derive adjoint sources; the green dashed
waveforms in Fig. 6 are examples of adjoint sources. Pyadjoint pro-
vides a template structure that allows for the use of any objective
function relating data and synthetics to be used to define misfit. Pya-
toa provides an additional level of organization for Pyadjoint results
to facilitate assessment of misfit in bulk. Using the functionality of
Pyadjoint, adjoint sources can be stored in ASDF data sets, and/or
exported into SPECFEM3D-ready file formats for use in adjoint

simulations. Pyatoa provides additional utility functions to produce
auxiliary files required by SPECFEM3D to launch a subsequent
adjoint simulation.

3.2.3 Assessment of inversion results

Seismic inversions produce a large amount of data which are pro-
hibitively time-consuming to manually parse, organize, and un-
derstand. To help address this, Pyatoa makes use of the Python-
based data analysis library Pandas (Wes McKinney 2010; Pandas
Development Team 2020). Time windows and associated misfit
values are collected and organized, at each iteration, into a use-
ful spreadsheet-like data structure, providing an efficient tool for
aggregating measurements and assessing misfit at all scales, from
the single time window, to event- or station-based comparisons,
to bulk analysis of each iteration. Additional automated routines
allow Pyatoa to visualize waveforms, time windows and adjoint
sources (e.g. Fig. 6), while pre-defined statistical plots summarize
bulk assessment of waveform quality, window choice and misfit
characteristics. These tools are designed to inform the user on
inversion behaviour and to facilitate the assessment of inversion
quality.

4 SYNTHETIC INVERSIONS

We perform realistic synthetic inversions to demonstrate the work-
flow, provide resolution information and evaluate methodological
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Figure 7. Summary figure showing setup and results of the synthetic inversions. The Cartesian numerical mesh is shown in the upper-left. In the top portion,
elevation is coded by colour; below, the numerical mesh is shown from depths of 20-100 km. Bathymetry is purposely cut off below —2.6 km to reveal the
smallest elements with a size of 2 km. Two coarsening layers can be seen at approximately 25 and 50 km depths, with a largest element size of 40 km. Though
not shown, the mesh continues to 400 km depth. The target velocity perturbations (upper-right) and recovered velocity perturbations (bottom row) are shown in
map view, with a horizontal slice at 15 km depth, and in cross section. Cross-sections are shown at a fixed Y-axis value of 320 km, which traverses through the
centre of one set of 80-km-wide checkers, where perturbations of the NZ-North velocity model are at their maximum. Colours represent net model update of
Vs, which saturates at the largest perturbation values of 0.2. In map view and horizontal slice, green circles show event epicentral locations. In cross section,
green circles show event depths. Receiver locations are shown as inverted triangles.

choices through repeated testing. A large-scale real-data inversion
has not yet been undertaken and is the subject of on-going research;
however, the aim of the synthetic experiments is to lay the foundation
for areal-data inversion and provide confidence that methodological
choices work well for our study area.

4.1 Inversion setup

We perform a synthetic 3-D inversion using a realistic numeri-
cal mesh and target perturbation checkerboard model (Fig. 7).
The checkerboard consists of 80 km wide, Gaussian-tapered ver-
tical columns, with alternating peak central amplitudes of +20
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