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Preface

The Changing Earth Science Network Projects 2011-2013

To better understand the various processes and interactions that govern the Earth
system and to determine whether the recent human-induced changes could ulti-
mately destabilise its dynamics, both the natural system variability and the con-
sequences of human activities have to be observed and quantified.

In this context, the European Space Agency (ESA) published in 2006 the doc-
ument “The Changing Earth: New Scientific Challenges for ESA’s Living Planet
Programme” as the main driver of ESA’s new Earth Observation (EO) science
strategy. The document outlines 25 major scientific challenges covering all the
different aspects of the Earth system, where EO technology and ESA missions may
provide a key contribution.

In this framework, and aiming at enhancing the ESA scientific support towards
the achievement of “The Challenges”, the Agency has launched the “Changing
Earth Science Network”, an important programmatic component of the new
Support to Science Element (STSE) of the Earth Observation Envelope Programme
(EOEP). In this preface, the objectives of this initiative are summarised and the list
of the projects selected in the second call of the programme is provided. An
in-depth overview of such projects will be provided in the following book chapters.

ESA EO Science Strategy and the Support to Science Element
(STSE)

Since their advent, satellite missions have become central in the Earth monitoring
and understanding, resulting in significant progresses in a broad range of scientific
areas. Although the Earth has undergone significant changes in the past, there is
mounting evidence that those occurring during the last 150 years are affecting the
various interactions and processes among the different components of the Earth
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system. Understanding those changes, their impacts on human lives and how
anthropogenic activities affect the Earth system and its climate represent a major
scientific endeavour where EO technology is already playing a key role.

In the mid-1990s, ESA set up its Living Planet Programme (LPP) working in
close cooperation with the international scientific community to define, develop and
operate focused satellite missions addressing some of the key questions at the core
of Earth system science.

Moreover, realising the importance of further understanding the Earth and its
response to these recent changes, the ESA published “The Changing Earth: New
Scientific Challenges for ESA’s Living Planet Programme™ as the main driver of
ESA’s new EO science strategy. The document outlines 25 major scientific chal-
lenges faced today covering all the different aspects of the Earth system and climate
(oceans, atmosphere, cryosphere, land surface, solid Earth), where EO technology
and ESA missions may provide a key contribution namely:

The Challenges of the Oceans

1. Quantify the interaction between variability in ocean dynamics, thermohaline
circulation, sea level, and climate.

2. Understand the physical and biochemical air/sea interaction processes.

3. Understand the internal waves and the mesoscale in the ocean, its relevance for
heat and energy transport, and its influence on primary productivity.

4. Quantify the marine-ecosystem variability, and its natural and anthropogenic
physical, biological and geochemical forcing.

5. Understand the land/ocean interactions in terms of natural and anthropogenic
forcing.

6. Provide the reliable model- and data-based assessments and predictions of the
past, present and future state of the ocean.

The Challenges of the Atmosphere

1. Understand and quantify the natural variability and the human-induced changes
in the Earth’s climate system.

2. Understand, model and forecast the atmospheric composition and air quality on
adequate temporal and spatial scales, using ground-based and satellite data.

3. Better quantify the physical processes determining the life cycle of aerosols and
their interaction with clouds.

4. Observe, monitor and understand the chemistry—dynamics coupling of the
stratospheric and upper tropospheric circulations, and the apparent changes in
these circulations.

5. Contribute to the sustainable development through interdisciplinary research on
climate circulation patterns and extreme events.

The Challenges of the Cryosphere

1. Quantify the distribution of sea-ice mass and freshwater equivalent, assess the
sensitivity of sea ice to climate change and understand thermodynamic and
dynamic feedbacks to the ocean and atmosphere.
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2.

Quantify the mass balance of grounded ice sheets, ice caps and glaciers;
partition their relative contributions to global eustatic sea-level change; and
understand their future sensitivity to climate change through dynamic processes.

. Understand the role of snow and glaciers in influencing the global water cycle

and regional water resources, identify the links to the atmosphere and assess
likely future trends.

. Quantify the influence of ice shelves, high-latitude river run-off and land ice

melt on global thermohaline circulation, and understand the sensitivity of each
of these fresh-water sources to future climate change.

. Quantify the current changes taking place in permafrost and frozen-ground

regimes, understand their feedback to other components of the climate system
and evaluate their sensitivity to future climate forcing.

The Challenges of the Land Surface

. Understand the role of terrestrial ecosystems and their interaction with other

components of the Earth system for the exchange of water, carbon and energy,
including the quantification of the ecological, atmospheric, chemical and
anthropogenic processes that control these biochemical fluxes.

. Understand the interactions between biological diversity, climate variability and

key ecosystem characteristics and processes, such as productivity, structure,
nutrient cycling, water redistribution and vulnerability.

. Understand the pressure caused by anthropogenic dynamics on land surfaces

(use of natural resources, and land-use and land-cover change) and their impact
on the functioning of terrestrial ecosystems.

. Understand the effect of land-surface status on the terrestrial carbon cycle and its

dynamics by quantifying their control and feedback mechanisms for determin-
ing future trends.

The Challenges of the Solid Earth

. Identification and quantification of physical signatures associated with volcanic

and earthquake processes—from terrestrial and space-based observations.

. Improved knowledge of physical properties and geodynamic processes in the

deep interior, and their relationship to Earth-surface changes.

. Improved understanding of mass transport and mass distribution in the other

Earth system components, which will allow the separation of the individual
contributions and a clearer picture of the signal due to solid-Earth processes.

. An extended understanding of core processes based on complementary sources

of information and the impact of core processes on Earth system science.

. The role of magnetic field changes in affecting the distribution of ionised par-

ticles in the atmosphere and their possible effects on climate.

To reinforce this strategy, in 2008, it was established the Support to Science

Element—STSE (www.esa.int/stse), to provide scientific support for both future
and on-going missions, by taking a pro-active role in the formulation of new
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mission concepts and products, by offering support to the scientific use of ESA EO
multi-mission data and promoting the achieved results.
In this Context, STSE main pillars aim at:

e Developing novel mission concepts in preparation for the next generation of
European scientific missions;

e Developing advanced algorithms and innovative products that exploit the
increasing ESA multi-mission capacity;

e Reinforcing ESA collaboration with the major international scientific pro-
grammes and initiatives in Earth system sciences;

e Support the Next Generation of Earth System European Scientists (The
Changing Earth Science Network).

The Changing Earth Science Network

As one of the main programmatic components of the STSE, ESA launched in 2008
a new initiative—the Changing Earth Science Network—to support young scien-
tists to undertake leading-edge research activities contributing to achieve the 25
scientific challenges of the LPP by maximising the use of ESA data.

The initiative is implemented through a number of research projects proposed
and led by early-stage scientists at postdoctoral level for a period of two years.
Projects undertake innovative research activities furthering into the most pressing
issues of the Earth system, while exploiting ESA missions data with special
attention to the ESA data archives and the new Earth Explorer missions.

Specifically, the Initiative Aims at:

e Contributing to the scientific advancement in Member States towards the
achievement of the new 25 strategic challenges of the LPP;

e Fostering the use of ESA EO data by the Earth Science community maximising
the scientific return (in terms of scientific results and publications) of ESA EO
missions;

e Contributing to consolidate a critical mass of young scientists in Europe with a
good scientific and operative knowledge of ESA EO missions, assets and
programmes;

e Promoting the development of a dynamic research network in ESA Member
States addressing key areas of relevance for ESA missions and the ESA science
strategy;

¢ Enhancing interactions, exchanging know-how and allowing cross fertilisation
between ESA and Earth science laboratories, research centres and universities.

The first call for proposals, issued in 2008, resulted in the selection of 11
postdoctoral scientists from the Agency’s Member States based on the scientific
merit of the individual projects. A second call for proposals was issued in early
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2010 to be implemented between 2011 and 2013, resulting in a further selection of
10 leading-edge research activities. New calls took place in early 2012 and 2014.

This volume collects some of the results obtained by eight of the second set of
projects started in 2011 and completed in 2013. They describe research activities
exploiting data coming from several remote sensors on-board a wide suite of ESA
and non-ESA satellites. In summary, the projects described in the following provide
cutting-edge advanced exploitation of satellite data relevant to a broad range of
scientific applications, towards an improved monitoring of the integrated Earth

system.

Acronym Full project title Researcher Institute

CHIMTEA Chemical Impact of Enrico Amone | Istituto di Scienze
Thunderstorms on Earth’s dell’ Atmosfera e del Clima,
Atmosphere ISAC-CNR, Bologna, Italy

TIBAGS Tropospheric Iodine Anja Institute of Environmental
Monoxide and Its Coupling | Schénhardt Physics (IUP), University
to Biospheric and of Bremen, Bremen,
Atmospheric Variables—A Germany
Global Satellite Study

GreenSAR Greenland and Antarctic Noel School of GeoSciences,
Grounding Lines from SAR | Gourmelen University of Edinburgh,
Data UK

MESO3D Sensor Synergies for Studies | Nicolas Laboratoire
of Mesoscale and Rascle d’Océanographie Spatiale,
Sub-Mesoscale Ocean IFREMER, Plouzané,
Dynamics France

SMOSPROC Study of Ocean Surface Kieran National University of
Processes and Their Impact | Walesby Ireland, Galway
on the Retrievals of Salinity
from SMOS

SMASPARES | SMOS Data Assimilation for | Carsten Institute of Bio- and
Parameter Estimation in Montzka Geosciences: Agrosphere
Radiative Transfer Models (IBG-3),

Forschungszentrum lJiilich,
Jiilich, Germany

PROgRESSIon | PROtotyping the Retrievals | George University of Aberystwyth,
of Energy Fluxes and Surface | P. Petropoulos | Aberystwyth, UK
Soil Moisture

GEMMA Crustal Modelling and Moho | Daniele Politecnico di Milano—
Estimation with GOCE Sampietro Polo Territoriale di Como,
Gravity Data Como, Italy

Diego Fernandez-Prieto
Roberto Sabia
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CHIMTEA—Chemical Impact
of Thunderstorms on Earth’s Atmosphere

Enrico Arnone and Bianca Maria Dinelli

Abstract Since their accidental discovery in the 1990s, lightning-related sprites,
other transient luminous events (TLEs), and terrestrial gamma-ray flashes have
shown us how the impact of thunderstorms extends from the troposphere up to the
upper atmosphere and ionosphere. Thunderstorms are a key player for the climate
system, in particular through lightning-produced NO, and troposphere—stratosphere
exchange. The CHemical Impact of Thunderstorms on Earth’s Atmosphere
(CHIMTEA) project focused on TLE-producing thunderstorms and their possible
impact on stratospheric NOy and ozone. The distribution and seasonal cycle of
thunderstorm activity were studied through global lightning data and TLE obser-
vations over Europe. Michelson Interferometer for Passive Atmosphere Sounding
(MIPAS)/Environmental Satellite (ENVISAT) measurements of NO,, ozone, and
other related constituents from the upper troposphere to the mesosphere were
analyzed with a 2D tomographic approach to quantify thunderstorm-induced
changes and explore how to improve their detectability. The study included
observations from Global Ozone Monitoring by Occultation of Stars (GOMOS)/
ENVISAT, other satellites, and in situ measurements. The sensitivity of the mea-
surements to sprite-NO, was investigated through ad hoc radiative transfer simu-
lations quantifying reference thresholds. Global and regional observations showed
sprite-NOy to be at the edge of current detectability, with no detectable impact on
ozone. Model simulations were performed including for the first time a sprite-NO,
parameterization in the Whole Atmosphere Community Climate Model (WACCM):
it was shown that sprites may contribute significantly to tropical NOy in the middle
mesosphere and reach detectable levels above particularly active thunderstorms.
Extension of the adopted strategy to study lightning-NO, was recommended,
whereas the modeling and multi-satellite approach was shown to be suitable in
support to the upcoming space missions.

E. Armnone (X)) - B.M. Dinelli
Istituto di Scienze dell’ Atmosfera e del Clima ISAC-CNR, Bologna, Italy
e-mail: e.arnone @isac.cnr.it
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1 Introduction

Clouds are a core component of the Earth’s climate system and one of the key
shortages in our understanding of a changing climate (IPCC, 2013, www.ipcc.ch).
Thunderclouds, in particular, affect the dynamics and chemistry of the atmosphere
through convective transport and electrification processes. Beside their severe
action at the surface, they impact the interface between the troposphere and the
stratosphere, one of the most delicate regions of coupling between chemistry and
climate, both dynamically and through lightning-produced NO,. The detection of
upper atmosphere lightning and gamma energy emissions from thunderstorms has
further highlighted the relevance of thunderstorms also at higher altitude.

1.1 Lightning in the Upper Atmosphere

Since the 1990s, a whole family of upper atmosphere electrical processes have been
discovered to occur above thunderstorms: they are known as transient luminous
events (TLEs) in their optical and low energy manifestation, and terrestrial
gamma-ray emissions (TGFs) in their high energy component (e.g., [18, 19]). In
particular, TLEs are produced by the electrical impact of thunderstorms on the
above atmosphere, which causes ionization, dissociation, and excitation of neutral
air constituents and the consequent well-recognizable optical emissions. They occur
in the stratosphere—mesosphere between the top of thunderclouds and the lower
ionosphere, the altitude of occurrence determining both their nature and the impact
they exert. Above thunderclouds, the formation of streamers (weakly ionized
plasma channels) can occur roughly up to 70 km altitude, above which dielectric
relaxation timescales become comparable with that of dissociative attachment,
leading to diffuse emissions (e.g., [19]). TLEs such as blue jets and gigantic jets are
streamer—leader processes injected from thundercloud tops toward the ionosphere
and may be considered the upward equivalent of cloud-to-ground (CG) lightning
[16]. Sprites [23] are luminous discharges that initiate at about 70-80 km altitude,
extend downward to 40 km as streamers and upward to 90 km altitude as diffuse
emission, at times in the form of a halo, and are tens of kilometers wide. Elves are
diffuse emission rings manifesting the impact of the electromagnetic pulse propa-
gated from a CG on the lower edge of the ionosphere (e.g. [19]). Depending on the
relaxation timescales at the altitude of occurrence, TLEs last a few to a few hundred
milliseconds. Their continuous occurrence around the globe makes them however a
relevant and as yet not considered component of the atmosphere.
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1.2 Chemistry of Thunderstorms and Transient Luminous
Events

In the upper troposphere, lightning is a dominant source of active nitrogen oxides
NO, (N + NO + NO,), which may consequently be transported into the lower
stratosphere with tropospheric pollutants by the slow meridional circulation or by
deep convection (e.g., [22]). This source contributes to the main production of NO,
by oxidation of tropospheric N,O, and therefore to catalytic cycles affecting ozone
(e.g., [9]). Despite several lightning-NOy estimates, observation of lightning NOj,
and in particular of its transport into the stratosphere, remains a challenge for
current satellites: this is due to a limited sensitivity to upper troposphere NOy
species both for limb sounders (efficient in the stratosphere) and nadir sounders
(strongly weighted by the tropospheric component), and the relatively small size of
individual events. Further limitations arise from the reconversion of lightning-NO,
into HNO; with consequent loss through scavenging, from high dynamical vari-
ability of the upper troposphere—lower stratosphere region, and from the large
variability among thunderstorm events [8, 22].

In analogy to tropospheric lightning, TLEs were predicted to impact the atmo-
spheric chemistry. Enell et al. [13], Sentman et al. [24], Gordillo-Vazquez [14], and
Winkler and Notholt [25] estimated sprite-induced NOy enhancements within sprite
streamers between a few to a few hundreds of percent, with negligible ozone
changes. Hiraki et al. [15] estimated orders of magnitude increases in NO, and
significant ozone changes. Two observational studies investigated sprite-induced
perturbations with satellite measurements. Arnone et al. [5-7] found a possible
sprite-induced NO, perturbation of 10 % at 52 km altitude and of tens of percent at
60 km altitude in coincidence of active thunderstorms, and no evident sprite global
impact. Rodger et al. [21] concluded that TLEs occurring below 70 km altitude
exert no significant impact on the neutral chemistry at a global scale. An impact at
local scale but negligible at global scale was also suggested by the first laboratory
experiments conducted by Peterson et al. [20], although they were criticized for the
poor similarity to real TLE conditions.

This paper presents an overview of the CHIMTEA project, which was developed
using several datasets (Sect. 2), to improve our understanding of lightning processes
in the upper atmosphere (Sect. 3), and investigate the current sensitivity of obser-
vations (Sect. 4) and models (Sect. 5) to describe their chemical impact. Concluding
remarks and recommendations from the project are given (Sect. 6).

2 Instruments and Data

We used lightning data from several sources: World Wide Lightning Location
Network (WWLLN), lightning imaging sensor (LIS), and the VLF/LF lightning
detection network (LINET). WWLLN is an experimental global lightning very
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low-frequency (VLF) network (http://www.wwlln.com) with detection efficiency of
about 10 % for CGs and 5 % for intracloud (IC) lightning. Climatological lightning
data from the optical transient detector (OTD)/LIS satellite instruments [11] was
used for the analysis of observations and model simulations (http://thunder.msfc.
nasa.gov). LINET data was available at ISAC: it works in the VLF/LF
(low-frequency) range with 3D capability and allows for unprecedented
low-amplitude detection power, discerning between CG and IC (http://www.pa.op.
dlr.de/linet). TLE data were collected with tens of low-light sensitive cameras
around Europe by the EuroSprite network ([18], http://www.electricstorms.net).
Observations are optical images, which define the “truth” for TLE measurements,
and additional radio and infrasound data. The first database of European TLEs was
created within CHIMTEA ([2], ACP, under submission).

Atmospheric limb observations of the stratosphere—mesosphere (6—70 km alti-
tude) were adopted from the MIPAS2D database [12], obtained from
MIPAS/ENVISAT mid-infrared spectroscopic measurements retrieved with the
geo-fit multitarget retrieval (GMTR) 2D tomographic code [10]. The 2D approach
enables to model horizontal atmospheric inhomogeneities. MIPAS2D data quality
was discussed in Dinelli et al. [12]. Pressure, temperature, and ozone-related species
and NO, family are covered by MIPAS2D results (see further details in [1, 4]). Data
from the stellar occultation spectrometer GOMOS/ENVISAT, from the microwave
limb sounder (MLS)/Aura microwave thermal emission limb sounder, from sondes,
and from the SMOS satellite were used in addition.

We performed TLE-NO, simulations on the WACCM [17], which spans from the
Earth’s surface to the thermosphere and includes relevant natural processes: the
adopted v.4 has updated chemistry, solar proton events, improved stratospheric
warming, gravity waves by convection and fronts, and parameterized lightning-NO.
The model was run with specified dynamics, which is controlled by nudging tem-
perature and winds below 60 km to specified observational fields, with nudging
strength reduced between 50 and 60 km and free running above 60 km. Simulations
were run starting on March 2, 2011, with control simulations run for 60 days,
perturbed ones until they converged. Meteorological data from European Center
for Medium-Range Weather Forecasting (ECMWF) both ERA-Interim (reanalysis)
and from operational processing were used both for comparison and scientific
analysis.

3 TLE-Producing Thunderstorms

A first climatological study of TLEs over Europe was conducted within CHIMTEA
coordinating European observations and releasing the first EuroSprite 2009-2012
summary of TLE observations over Europe and the Mediterranean ([2], under
submission). The occurrence of both summer and winter thunderstorms makes
Europe an ideal region for studies of TLEs under seasonally varying conditions
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Fig. 1 Left Climatology of observed TLEs (TLEs 107> km? year ') for 2009-2012. Right
Climatology of lightning strokes detected by WWLLN (strokes km > yearfl) for 2009-2012. The
grey rectangular shapes delimit the approximate area of TLE observations used in monthly mean
calculations of WWLLN data

and a preferential region for the following chemistry part of the study. Over 2009—
2012, the number of optical observations of TLEs exceeded 1000 per year. Because
of this unprecedented number of observations, it was possible to construct a cli-
matology of over 6000 TLEs observed above 756 thunderstorms. The number of
TLEs per thunderstorm was found to follow a power law, with less than 10 TLEs
for 567 thunderstorms and up to 147 TLEs above the most prolific one. The vast
majority of TLEs were classified as sprites, 294 as elves, 185 halos, 57 upward
lightning, 2 blue jets, and 1 gigantic jet. This number of observed sprites largely
exceeds that acquired from satellites over equivalent periods of time. A key
shortage of the adopted dataset is the inhomogeneity of the observational coverage.
The seasonal changes in the climatology were however extracted weighting each
season by the total yearly observations. Figures 1 and 2 report the TLE climatology
in terms of geographical distribution and seasonal cycle. For comparison, the same
diagrams were replicated with a climatology of lightning data from WWLLN. In the
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Fig. 2 Cumulative number of observed TLEs (left) and WWLLN CG strokes (right) per month
including data from the start of the sample (January 2009) to the end of 2009, 2010, 2011 and 2012
(respectively, in grey, red, green and blue). The average seasonal cycle of nighttime hours is
shown (dashed grey). WWLLN data are scaled by 10* and averages calculated over the rectangular
shapes shown in Fig. 1
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areas covered by the observations, TLE activity in Europe is intense over the
Southern regions and Mediterranean Sea. The largest number of TLEs per month is
recorded in November, whereas in March and April TLE activity is almost com-
pletely halted. This is due to a shift from continental areas in summer to coastal
areas and sea in autumn. The peak in November can be reconciled with the number
of observations in summer once the change in length of the night is taken into
account (see dashed line in the figures), although the larger +CGs/—CGs ratio in
autumn/winter maritime thunderstorms should be considered. Elves occur exclu-
sively over autumn/winter maritime thunderstorms. The overall behavior is well
consistent among individual years, therefore making the observed seasonal cycle a
robust general feature of TLE activity over Europe. The 756 TLE-producing
thunderstorms were then used as case studies for several papers and for chemistry—
TLE correlations in the next section.

Lightning data from the WWLLN network were used to trace thunderstorm
activity. Due to the inhomogeneity of WWLLN detection efficiency, which depends
on the distance from the detector, we focused the analysis of WWLLN data over
Europe where the available detectors guarantee a satisfactory coverage allowing to
study the distribution and seasonal changes of thunderstorm activity. At global scale,
WWLLN data were used for correlation with MIPAS measurements (see Sect. 4),
assuming WWLLN lightning detections as proxy of thunderstorm rather than
individual lightning strokes. Within the regions covered by the observations, the
TLE main geographical distribution tends to mimic the distribution of thunderstorm
activity, occurring over thunderstorms with an incredible variety of characteristics,
from large summer thunderstorms over the continental areas to tiny winter thun-
derstorms over the sea. This is evident in the northern part of the TLE climatology
where large areas with a weak TLE rate are consistent with a drop in lightning
activity, e.g., in France and Germany, and partially in Spain contrasting with the
adjacent high activity over the Pyrenees. In contrast, the fading of TLE activity in
Southern Italy is due to poor coverage. The poor coverage appears to cause similar
low rates over Corsica, North-West Italy, and Hungary, where local cameras tend to
observe only thunderstorm at a certain distance from the observation spot. Peak TLE
rate exceeds 107> km ™2 year ! in a few hotspots in the Balearic Islands, Italy, and
Poland, whereas it is typically around 0.2-0.3 in large adjacent regions. This rate
should be compared to lightning rates around 0.2-0.3 within the same regions,
pointing to a factor of 1000 in the observed lightning/TLE ratio.

Correlation studies between lightning/TLE activity and atmospheric and surface
parameters were performed in order to characterize the observed distributions also
for parameterization in models. Surface temperature data for continent and sea areas
were investigated showing no simplified correlation with lightning over Europe or
globally could be found. Soil moisture (SM) and dielectric constant (DC) data
measured by the SMOS satellite were also investigated. A correlation was per-
formed in order to seek a possible bias in lightning activity (either in its production
or detection by ground networks) consistent with the availability of soil moisture
and soil conductivity. The latter may lead to the use of satellite data to improve
prediction of thunderstorm occurrence, without relying on standard parameters such
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as convective available potential energy and vertical wind shear. Comparison of SM
and DC maps with those of lightning activity (not shown) highlighted a strong
variability in SMOS data and difficulties in identifying clear patterns which could be
reconciled among the different parameters. Averages over the European continent
showed a seasonal evolution of SMOS 2011 data for SM and DC imaginary com-
ponent with a minimum in summer, and maximum in winter, with no reproduction of
the seasonal cycle observed in lightning activity. On the contrary, the DC real
component averaged over Europe and the Mediterranean Sea showed a seasonal
cycle similar to that of lightning activity. However, once the data was limited to the
region of EuroSprite coverage, the temporal behavior changed significantly and the
possible correlation was largely lost. This lack of consistency showed the complex
interplay of different sources of soil moisture, which integrates precipitation from all
cloud types and can therefore bury information on convection within its variability.
If a correlation exists, this should be further studied adopting a model approach
which incorporates all relevant parameters to describe lightning production.

4 Measuring TLE- and Lightning-NO, from Space

Comparison of MIPAS2D results with MLS, GOMOS, and ECMWF was per-
formed on key regions and seasons. In particular, GOMOS and MIPAS2D NO,
showed a fair agreement in the low to mid-latitude stratosphere, supporting the use
of MIPAS2D data to study the impact of TLEs in the range of 50-0.2 hPa, with
random errors on NO, up to 0.7 ppbv at and below 50 km altitude, and around 1-
1.3 ppbv at 60 km altitude. A MIPAS2D-GOMOS analysis was performed on the
variability of NOy in 2002-2012 [1]. A correlation with solar cycle and geomag-
netic activity was found at high-latitude stratopause and lower stratosphere, down to
mid-latitude. MIPAS2D data under perturbed conditions were also investigated in
the extreme 2011 Arctic vortex [4]. At the low to mid-latitude stratopause, NO,
could be clearly matched to its N,O source, tracing the occasional changes due to
dynamical year-to-year variability (e.g., during quasi-biennial phases): therefore, a
dominant influence of TLE-NO, can be excluded and only secondary contributions
should be expected.

We performed a series of radiative transfer simulations mimicking TLE-NO,. The
unperturbed atmosphere was from ECMWF and MIPAS data with 1.125° horizontal
and 1 km vertical steps, smoothed and with cloud interferences. Sprite perturbations
were applied at various latitudes, at 45-90 km altitude, and over a few hundred
kilometers. Figure 3 shows retrieved versus reference NO, for perturbations of +1 to
+10 ppbv. The simulations at 60 km altitude show 1-2 ppbv biases and oscillations
induced by the retrieval. This uncertainty drops to below 1 ppbv when the sprite
perturbation occurs over high background. At 52 and 47 km altitude, retrievals pick
also at the +1 ppbv perturbation, with a bias of less than 0.5 ppbv. A low altitude
TLE scenario was analyzed with perturbations at 15-45 km altitude. The results
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Fig. 3 Retrieved versus reference NO, for simulations having perturbed NO, at 45-90 km
altitude. Results are shown at the location of the three sprite-perturbations (colors are latitude 32°
S, 9° S, 34° N, the latter having two perturbed grid points) and at altitude 60 (left) and 52 (right)
km, limited to the low magnitudes (see labels)

show a sensitivity to changes of 0.5 ppbv at 36-42 km, and 1 ppbv at 21-33 km
altitude. The 18 km altitude still shows a close-to-linear response to the magnitude of
the perturbation, although with larger uncertainties.

We also performed simulations with NO, perturbed at 10-22 km altitude
mimicking the effects of lightning or thunderstorm-driven transport. Our simula-
tions show that at 15 km altitude the large amount of NO, retrieved in some orbits
is due to artificial oscillations induced by the retrieval. At 18 km altitude, oscilla-
tions are typically of the order of 1 ppbv, but can reach 2 ppbv, and drop to 0.5—
1.0 ppbv at 21 km, values below which real perturbations cannot be identified. The
retrieval greatly improves at low altitude when the validity of the adopted
microwindows is artificially extended down to 9 km. In this case, the insensitive
level is shifted to the lowermost 9 km altitude, and the other low altitude levels have
sensitivity to at least large amounts of NO, (10 ppbv) with sufficient accuracy.
When further performing simulations removing clouds, the improvement was
substantial in terms of retrieved lightning-perturbed NO, and reduced oscillations.
Results of the above simulations showed sensitivity down to 1 ppbv at 60 km, of
about 0.5 ppbv at 52 km, and 1-0.5 ppbv at 18-21 km altitudes. Given the presence
of background oscillations, this sensitivity can be fully exploited only by averaging
a large number of observations in order to reduce the background variability.
However, the simulations showed the response of MIPAS NO, measurements to
small changes is largely linear once this minimal amounts are reached, so that if
enough NO, is already present, MIPAS has sensitivity to smaller perturbations.

4.1 Thunderstorm Signatures in MIPAS2D NO,

We sought sprite perturbations above thunderstorms correlating MIPAS2D night-
time NO, with WWLLN lightning, extending [6, 7]. This approach allowed us to
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have a search at global scale both for TLE effects and other thunderstorm impacts
above the upper troposphere. The coincidence window was chosen to be 60 min
prior to MIPAS measurement, with horizontal dimensions of 500 km along latitude
and 60 km along longitude, and a threshold of 10 WWLLN counts. Results by
Arnone et al. [6, 7] over the period August—-December 2003 showed a perturbation
peak in the thunderstorm-NO, of about 1 ppbv (10 %) at 52 km altitude. An
extension of this analysis up to April 2004 confirmed a significant change over
latitudes 0-20 North (2-5 % at 52 km), with no significant change in ozone or other
species. The analysis was extended to the complete dataset of MIPAS mission using
MIPAS2D GRD 2.3. Comparison of WWLLN-NO, and background NO, at var-
ious altitude showed no significant perturbation of the distributions (e.g., with
anomalous peaks) or a change to the mean or median of the distribution. No
significant changes were found in other species. We conclude that there is no robust
evidence of thunderstorm-induced effects on the adopted MIPAS2D dataset, and
therefore perturbations may be below 0.05 ppbv at 52 km altitude. The adopted
statistical method based on global detections of lightning is likely missing a large
fraction of the MIPAS coincidences. Moreover, the adopted GRD retrieval method
is partly smearing NO, perturbations, and most importantly changing the location
of the retrieved profile as compared to the original observation. The analysis will
need to be repeated with a version of MIPAS2D suited for studying localized
changes.

An analysis was performed on chemistry measurements above individual
thunderstorms with documented TLE occurrence by the EuroSprite network (see
Sect. 3). MIPAS profiles from 2009 to the end of 2011 were inspected in order to
find measurements that sounded the atmosphere above the TLE-active thunder-
storms. Despite the large number of TLE-producing thunderstorms observed, no
robust coincidence was found with MIPAS sounding, with only 24 close matches
(i.e., with spatial distances below 100 km and perfect time match). None of the
thunderstorm-NO, showed a significant change as compared to the background
NO,. Because of the lack of a perfect match, this search cannot however be con-
clusive in constraining the NO, production by individual TLE-producing
thunderstorms.

A further global correlation study was performed with TGF-producing thun-
derstorms to identify chemical changes induced by high energy emissions or by
their low energy tail. The analysis was performed on 11,040 Reuven Ramaty High
Energy Solar Spectroscopic Imager (RHESSI) detections in 2002-2011. The
coincidence window was £3 h and £300 km, taking into account uncertainty on the
geolocation of the TGF footprint and evolution of the thunderstorm. MIPAS NO,
data at 20-60 km altitude in coincidence with TGF activity showed no consistent
enhancement as compared to background NO,, therefore pointing to a lack of major
regional impact of TGFs on the chemistry of the stratosphere above thunderstorms.
A few individual cases of high NO, were associated to retrieval of poor data. Small
NO, changes, or highly localized changes which were missed by MIPAS may not
be excluded.
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5 Climate-Chemistry Sensitivity to TLE-NO,

Simulations were performed including for the first time a sprite—NOy parameteri-
zation in the WACCM [3]. A simplified parameterization of sprite-NO, was cal-
culated using vertical profiles from Enell et al.’s [13] ion-neutral chemistry model.
Climatological fields of lightning activity from the LIS/OTD [11] were used as a
proxy of sprite activity with a rate of 1 sprite every 1,000 lightning flashes (leading
to 2-3 sprites/minute globally). The simulations started at magnitude 10 and
100 times the reference sprite-NO, climatology to produce a sprite-NO, dominated
scenario, followed by lower magnitude perturbations, both constant in time and
with a switch-off after 20 days.

Investigation of the climate-chemistry sensitivity of the atmosphere to sprite-like
perturbations was performed at varying magnitude, time, and space constraints,
allowing the quantification of a threshold for reaching significant changes. Results
for the 10x case study are shown in Fig. 4 (with red indicating peak values of
2 ppbv, or about 400 % increase). Horizontal plumes of enhanced NO, originating
above the Americas, Central Africa, and the Maritime Continent buildup and
expand to cover much of the tropics. Over the 40 days of the simulation, the
enhanced NO, fills regions of very low background NO,. Tongues of downward
transported NO, can interfere with the sprite-NO, perturbation at Northern lati-
tudes. Peak values of up to a factor 4 (a factor 20 in the x100 case) enhancement are
reached within a couple of weeks above Africa and up to a factor 3 (a factor 10 in
the x100 case) above the Maritime Continent, at 66—80 km altitude, down to tens of
percent at 60 km. Results for the simulations with the reference 1x perturbation at

Fig. 4 WACCM response to sprite-NO, (x10) at 70 km altitude during day 1 (left column) and
day 2 (right column) of the perturbations, at 4 h time intervals
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0.05 hPa (about 70 km) are shown in Fig. 5 as difference between the perturbed
(dashed lines) and control simulations. The difference to the control run is signif-
icant, and saturates within the tropics at about +0.2 ppbv of NO4 more than the
control simulation. Note that the variability of the tropical averaged NOy is around
+0.02 ppbv. The saturation of the sprite-NO, source is reached in about 15 days.
Oscillations in the timeseries are due to air masses moving in and out of the
averaging box region, and NO, responses building up differently depending on the
specific background conditions. The enhancement is also seen in the zonal mean
values at the tropics (black line), with a smoother steady increase. A test whereby
the sprite-NO, source is ramped down after 20 days (bold lines) shows that the
atmosphere relaxes back to background conditions in about 15 days, i.e., similarly
as for the buildup time.

The results show that, without consideration of the competition of transport and
sinks, previous attempts to estimate the relevance of sprite-NOj to the atmosphere
at regional or global level are unreliable since the atmosphere needs to reach
equilibrium with the sprite source. Our simulations point to a 0.2 ppbv (about 30 %)
contribution to Tropical NO, at 70 km altitude by sprites assuming [13] maximum
case (our reference scenario), down to 0.02 ppbv buried within background vari-
ability assuming the larger of their typical case. This is above the variability we
found for Tropical NOy at 70 km altitude (about 0.01 ppbv). Below these values the
sprite contribution to Tropical NO, becomes irrelevant. The relaxation timescales
for Tropical NO, at 70 km altitude are of the order of 15 days, so that global effects
of sprite-NO, will be integrated over such time periods even though they occur
impulsively.

We also used model results to interpret available observational studies.
Considering periods of maximum buildup under slow transport, we can expect
peaks of tens of percent change in NOy at 60-85 km altitude. At this magnitude,

WACCN sprite NOx @ 0,056792509 hPo
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Fig. 5 WACCM response to sprite-NOy perturbations in the case 1x (bold) and in the case 1x
with rampdown after 20 days (dashed). Results are shown as difference between the perturbed and
reference simulation above target regions South America (yellow), Central Africa (red), South East
Asia (green) and Tropics (black)
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sprite-NO, have detectable levels under favorable conditions. This confirms what is
suggested by the analysis of satellite observations of NO, by Arnone et al. [6, 7],
Rodger et al. [21], and Arnone et al. [S], with significant impact at local scale and
negligible at global scale. At this magnitude of perturbation, any impact on the
atmosphere would be negligible (see, e.g., [7]). Ad hoc calculations to resemble the
method applied by Rodger et al. [21] showed their use of partial column should be
limited to 65-80 km altitude in order to have sensitivity to sprite-NOj.

At lower altitudes, it is unlikely that a global effect can be reached by low
altitude TLEs such as blue jets because of the much larger number density.
However, local effects under favorable transport conditions may not be excluded.
Future work will consider the impact of the complete TLE family. On the other
hand, the results of our study at sprite altitude are valid for any other kind of
thunderstorm-induced NO, perturbation over the same altitude range, which
includes other TLEs, TGFs, or other thunderstorm-induced processes in the lower
mesosphere.

6 Conclusions and Future Lines

CHIMTEA activities have focused on TLE-producing thunderstorms and their
impact on stratospheric NO, and ozone. The global distribution of thunderstorm
activity was traced using global lightning data. Coordination and analysis of an
unprecedented number of EuroSprite observations produced the first climatology of
TLEs over Europe and several case studies. The coordinated European observations
were adopted as ground support by the Japanese JEM-GLIMS mission launched in
2012 and will become a core element in ESA 2016 ASIM mission.

The sensitivity of MIPAS/ENVISAT observations to stratospheric variability
was compared to extreme conditions occurring under solar proton events and winter
polar vortex. The sensitivity to thunderstorm-perturbed NO, at various altitude was
investigated with radiative transfer simulations finding minimum thresholds of
1 ppbv at 60 km altitude, 0.5 ppbv at 52 km and in the range 18-21 km. These
thresholds make it largely unfeasible to use MIPAS for robust lightning-NO,
detection. Despite the large MIPAS2D dataset and a significant number of thun-
derstorms with detected TLE or TGF activity, no robust evidence for
thunderstorm-perturbed NO, was found. Global and regional observations showed
sprite-NOy to be at the edge of current detectability, with no detectable impact on
ozone. Strategies for improving sprite-NO, detectability include the use of refine-
ments in the adopted retrieval and satellite measurements having higher spatial
resolution.

Simulations were performed including for the first time a sprite-NO, parame-
terization in a global circulation model. Investigation of the climate-chemistry
sensitivity to sprite-like perturbations was performed at varying magnitude, time,
and space constraints, allowing the quantification of a threshold for reaching sig-
nificant changes. On the basis of the current knowledge of sprite chemistry, it was
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shown that sprites may be able to contribute significantly to tropical NO, in the
middle mesosphere, with a spread component up to 0.2 ppbv (30 %) at 70 km
altitude, and may reach detectable levels above particularly active thunderstorms.
TLE perturbations are therefore likely to have an atmospheric impact, although at or
below the edge of current observational capabilities. A key issue is being able to
find a perfect match between TLE activity and chemistry measurements, which has
to date been missed. Extension of the adopted strategies to study lightning-NOj is
recommended, whereas the modeling and multi-satellite approach was shown to be
suitable in support to the upcoming space missions.
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TIBAGS: Tropospheric Iodine Monoxide
and Its Coupling to Biospheric

and Atmospheric Variables—a Global
Satellite Study

Anja Schonhardt, Andreas Richter and John P. Burrows

Abstract In the framework of the TIBAGS project, spatial and temporal variations
of iodine monoxide, 10, in the Earth’s atmosphere were analysed, and relations
between 10O and further variables of the biosphere and atmosphere were investigated.
The abundances and variations of 10 are not well known on a global scale, partly
because IO amounts are comparably low. However, due to strong reactivity, also
small amounts of IO may have a substantial impact on tropospheric composition. In
the present study, satellite data from the SCIAMACHY (Scanning Imaging
Absorption spectrometer for Atmospheric CHartographY) sensor on board the
ENVISAT satellite is used and a more global view on the subject is obtained. 10
amounts are retrieved from measurements of scattered sunlight by using an absorp-
tion spectroscopy technique. Two consistent IO data sets are retrieved, one based on
near real-time data (2004-2011) and one based on reprocessed consolidated data
(2003-2010). Largest amounts of 1O are found in the Polar Regions of Antarctica, for
example in the Weddell Sea area in spring time. In addition, enhanced IO amounts are
detected above some but not all biologically active ocean areas which show high
Chlorophyll-a (Chl-a) signals. Correlations between IO and diatom distributions are
in some areas stronger than between IO and Chl-a in general, indicating the impor-
tance of the specific phytoplankton species present in the ocean water.

1 Background Information

The focus of the TIBAGS project is set on the trace gas iodine monoxide in the
atmosphere. Iodine compounds are relevant for tropospheric composition for sev-
eral reasons. lodine radicals react with ozone, whereby iodine monoxide, 10, is
formed and tropospheric ozone is destroyed. This also affects levels and lifetimes of
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other tropospheric species. In addition, IO may lead to the formation of fine
atmospheric particles which influence the radiation budget. IO is hence an indicator
of active iodine photochemistry, and iodine chemistry is considered to be relevant
for understanding tropospheric composition, especially in the marine boundary
layer and Polar Regions (e.g. [6, 22], and references therein). Precursors of 10
include molecular iodine, I,, as well as halocarbons. These may be emitted, e.g. by
algae and phytoplankton ([15], and references therein), or via inorganic pathways
from the ocean [7].

Several field studies have investigated these precursors as well as atmospheric
levels of 10. However, all field studies are necessarily restricted in time and space,
and the spatial and temporal distributions of atmospheric iodine are only partly
known. Satellite measurements are an additional and valuable source of information
as they yield near global observations over time scales of many years.

In the framework of the TIBAGS project, abundances of IO are retrieved from
space on a nearly global scale. The retrieval of 10 from the Scanning Imaging
Absorption spectroMeter for Atmospheric CHartographY (SCIAMACHY) has
initially been demonstrated by Schonhardt et al. [24]. Based on near real-time data,
now the time series covers the years 2004—2011. Comparisons between the amounts
and distributions of IO with selected parameters of the atmosphere and biosphere
shall improve our understanding of source regions and links to other processes. The
studied parameters include atmospheric trace gases such as bromine monoxide,
BrO, and the short-lived organic compounds formaldehyde, HCHO, and glyoxal,
CHOCHO, as well as compounds dissolved in the ocean waters such as
Chlorophyll-a and individual phytoplankton species.

Focus areas of the TIBAGS project are the Polar Regions, especially Antarctica,
as well as the world’s ocean areas. An overview of IO above Antarctica is shown in
Fig. 1. The Southern Hemispheric map depicts the average IO vertical column

Fig. 1 Average IO vertical SCIAMACHY VC 10: 01.01.04-31.12.11 ¢ o
column amounts for eight

years (2004-2011) above the
Antarctic region

[102 molec cm™]
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amount for the eight years from 2004 to 2011. IO amounts are enhanced above the
sea ice region, above the shelf ice, along the coast lines, as well as above parts of
the continent. Details on the IO retrieval and the resulting observations are
described in the following sections.

2 The Satellite Sensor

Column amounts of IO may be retrieved by using absorption spectroscopy. The
well-established and widely used method of differential optical absorption spec-
troscopy (DOAS) [16, 17] was applied in the present study to detect IO amounts in
the radiances recorded by the SCTAMACHY sensor on board the European Space
Agency’s (ESA’s) Environmental Satellite ENVISAT. SCIAMACHY is a spec-
trometer measuring in the ultraviolet (UV), visible and infrared (IR) wavelength
regions, in three different geometries: nadir, limb and occultation [3, 5, 11, 12]. In
the present study, nadir measurements in the visible were used.

3 Data Analysis

The DOAS retrieval initially yields slant column amounts of 10, which describe the
amount of 10 integrated along the slant light path. The slant columns are the result
of a least-squares optimization routine based on the Lambert—Beer law. An actual
radiance measurement / is compared to a background measurement /y, which in the
present case is an Earthshine radiance chosen from a background region. The
difference between the two measurements is caused by several atmospheric effects,
including absorption, scattering and reflection, of the electromagnetic radiation.
Absorption by trace gases in the atmosphere is one important contribution. In the
DOAS method, only those spectral effects, which quickly vary with wavelength
(high-pass filter), are further analysed. Low-frequency effects are effectively filtered
out by the subtraction of a polynomial, a quadratic polynomial in the present case.

The applied DOAS retrieval for IO uses the wavelength window between 416
and 430 nm. The IO absorption cross-section measured by Gémez Martin et al. [10]
is applied to identify the IO absorption bands in the measurements. Additional trace
gases taken into account are O3 and NO,. In addition, the Ring effect is taken into
account, an effect that is caused by inelastic scattering on molecules in the Earth’s
atmosphere and leads to an infilling of absorption lines, especially the solar
Fraunhofer lines. The Ring effect is calculated separately by radiative transfer
(RTF) calculations, and an effective Ring spectrum is fitted as a pseudo-absorber
cross-section in the same manner as the trace gases. A linear intensity offset is also
taken into account.
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4 Considerations on the Air Mass Factor

As the slant column is intrinsically dependent on the respective light paths which
the radiation has taken through the absorber layer(s), this light path needs to be
estimated when the slant columns are to be converted into the more comprehensible
values of vertical columns. The vertical column is the amount of the absorber per
ground area integrated vertically through the atmosphere and usually given in
molecules per cm? (molec/cm?). The light path taken by the radiation going from
the sun through the atmosphere and into the satellite sensor is computed by RTF
calculations.

In the present study, the RTF code SCIATRAN is applied [20] to calculate the
so-called air mass factor (AMF) which is the light path length through the absorber
layers relative to a single vertical transmission. Hence, the vertical column VC; of
trace gas i is given by the ratio of the slant column SC; to the AMF a.

SC;
a(,p)

The calculated AMF a depends on the wavelength A and on a parameter set
p including, e.g. the surface reflectance, solar zenith angle and the absorber profile.
The parameters used in the RTF calculation need to be adapted to the respective
measurement scenario.

By considering the variation of AMF with the solar zenith angle, SZA, the
dependency of the slant column value on the SZA is effectively eliminated in the
vertical column value. For satellite geometry in nadir observation, typical variations
of AMF with changing SZA are shown in Fig. 2.

The left graph is computed for a Polar scenario with snow/ice cover and cor-
responding albedo of 0.9, and SZA variation from 30 to 84°. The standard 10

5.0 T

115

[t Loy Foght n Layer Fig 100w

1.10 5F =

L&
45 105
s
<

1.00

0.95
401 30 40 50 60 70 80
SzA[]

atio

[[— alb = 90%, with aerosol

Air Mass Factor

— alb = 5%, no aerosol

35

- 1 fjl\,
— — Layer Height 1km
Layer Height 100m
30 . . v . — °% 10 20 3 40 50 60 70 80
30 40 50 60 70 80 °
SZA[]

SZAT]

Fig. 2 Left AMF for 10 at 90 % albedo calculated for different mixing layer heights, for 1 km
shown in black and for 100 m shown in grey. The inset shows the ratio of the two curves,
maximum deviation at large SZA does not exceed about 7 %. Right AMF for different scenarios,
testing the influence of aerosols on the IO AMF for a bright (90 %) albedo scene (red and black
curves) and a dark (5 %) albedo case (green and blue curves)
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retrieval only uses measurements up to 84° SZA, as the signal-to-noise ratio
(SNR) strongly decreases for larger angles. The left figure compares the AMF for
two different profiles, both box profiles of constant mixing ratios, one going from
the ground up to 1 km (black), the other from ground to 100 m (grey). The actual IO
profile is not well known. Recent observations report on IO in the free troposphere
[8, 18], but IO is mostly found in the boundary layer (e.g., [6, 21]).

For the results in Fig. 2, a pure Rayleigh atmosphere is considered, i.e. without
scattering on aerosols. For Antarctica, this is a valid first assumption. The largest
difference of 7 % between the two settings is found for large SZA. As the influence
of the mixing layer height on the AMF is comparatively small for this high albedo
scene, the choice of the layer height does not influence the derived 10 vertical
column amount much. The results from the black curve with 1 km mixing layer
height are typically used for the calculation of the vertical IO columns in Polar
studies such as the Antarctic map in Fig. 1.

Aerosols are frequently present in other scenes and may strongly influence the
AMEF as the light path is influenced by additional scattering processes on the aerosol
particles. Whether the AMF increases or decreases with aerosol load depends on the
relative vertical position of the aerosol and absorber layers as well as on the aerosol
type. The right graph of Fig. 2 presents the aerosol influence on the AMF value. As
an example case for ocean scenarios, the aerosol type considered here is maritime
aerosol with a visibility of 10 km. The aerosol is mixed with the IO layer and is
partly situated above the 10. The calculated AMF results are again plotted versus
SZA, where the cases for 90 % albedo are shown in red and black (with and without
aerosols) for comparison, and the cases for 5 % albedo typical for water surfaces are
shown in green and blue. For small SZA, aerosols enhance the sensitivity towards
IO detection, i.e. lead to an increase of the AMF. For the bright case of 90 %
albedo, the enhancement lies around 10 %, while for the dark scene, aerosols
enhance the sensitivity by around 25 %. At larger SZA (>62° for 90 % albedo, and
>77° for 5 % albedo), aerosols lead to a decrease of the AMF. Only for the 90 %
case at low sun (large SZA) a difference larger than 25 % is found with lower
sensitivity in the presence of aerosols. For smaller SZA, therefore, not considering
aerosol influence on the AMF may lead to a limited overestimation of 10 vertical
columns while for larger SZA, some underestimation may occur.

In the details, therefore, the IO amount is dependent on the aerosol load, but for
moderate aerosol amounts, the influence does not dominate over regional or tem-
poral changes. The IO overview maps presented in the next sections are computed
for aerosol-free scenarios.

5 Detection Limit and Averaging

Considering slant column amounts, the IO detection limit for a single
SCIAMACHY measurement lies at 7 x 10'® molec/cm®. The vertical column
detection limit depends on the AMF. Above snow and ice, the detection limit lies
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around 1.7 x 10'? molec/cm?. As the IO amounts are often not much larger than the
detection limit, temporal and/or spatial averaging is necessary to improve SNR and
thus data quality. In addition, absolute IO amounts need to be treated with caution.
IO maps are typically generated as averages over time spans of several months. This
way, the statistical error on the measurements is reduced. In order to resolve smaller
scale temporal variations, single calendar months of subsequent years are averaged.
Using this strategy, a time series of 10 maps through different seasons may be
generated (cf. Sect. 6).

6 Observations Above Antarctica

Using SCTAMACHY satellite data, both IO and BrO are retrieved for many years
and compared for the same time periods above the Southern Hemisphere. Also
based on satellite observations, the regions of IO enhancement are compared to the
sea ice cover in the respective time periods.

6.1 Spatial and Temporal Variations of 10 Vertical
Columns

The temporal averaging period in order to obtain a SNR of sufficient quality for the
IO vertical column product depends on several aspects such as the time of year, the
location on the Earth and the surface conditions. Usually, a suitable averaging
period for 10 data is a few months.

In order to resolve temporal variations in the IO amounts not only on a seasonal
basis but on a smaller time scale, IO columns of single calendar months are
averaged over subsequent years. In this way, monthly variations which reoccur
every year can be resolved. This procedure is suitable owing to the fact that many
features in the spatial pattern of 10 are repeated annually. As a result, monthly
maps, each averaged over eight years from 2004 to 2011, are produced. They are
used for comparison with BrO columns and other parameters. The temporal evo-
lution of 10 enhancements above the Antarctic regions is thus observed. In
Schonhardt et al. [23] maps for the time period 2004-2009 have been published.
Figure 3 shows the time series of IO from October (Antarctic spring time) through
summer to March (Antarctic autumn).

For direct comparison, the same time series is plotted for BrO vertical columns
in Fig. 5 in Sect. 6.2 below.

IO amounts in September are rather scattered due to low light levels resulting in
lower signal at the satellite. Some locally enhanced IO amounts along the coast west
of the Antarctic Peninsula are detected and some scattered amounts above the ice
shelves. In October, enhanced IO vertical columns of up to about
1.6 x 10"? molec/cm? are spread over wide parts of the shelf ice areas, especially
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Fig. 3 Monthly averages of 10 vertical columns above the Antarctic continent for eight years

(2004-2011). The AMF applied here assumes a ground reflectance of 90 % suitable for clean snow
and ice
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the Weddell Sea and the Ross Sea areas, in coastal locations and the continent.
Between October and November then a distinct feature of IO enhancement evolves
at some distance of the coast, and has fully developed into a circular region of 10
amounts above the sea ice in the November average. The circular enhancement
retreats somewhat in December and moves closer to higher latitudes, and IO is still
visible along the coasts on some sea ice patches. Later in autumn
(January/February), IO is mostly found on the shelf ice areas. In parts, the areas of
IO occurrence overlap and agree with the sea ice cover.

The main spatial features are repeated from year to year. This is demonstrated by
Fig. 4 showing Antarctic monthly means of IO observations for one year (top row),
six years (middle row, the time period used in Schonhardt et al. [23]) and the full
eight years of the IO near real-time product (bottom row). A longer averaging
period reduces noise effects and emphasizes the main features of IO enhancement.
For the comparison in Fig. 4, the calendar months November (left column),
December (middle column) and January (right column) have been chosen, as the 10
spatial pattern changes noticeably during this time of year with enhanced 1O
amounts above the ring-shaped sea ice around Antarctica in November, and
reducing amounts and spatial extent towards January.

Clearly, local values may be larger when using shorter averaging periods. It is
remarkable, however, that spatial patterns and 10 amounts are conserved rather
clearly when averaging over several years. Some persistence in the seasonal vari-
ation of IO is the reason for this behaviour.

6.2 Comparison of 10 and BrO Distributions

Bromine monoxide, BrO, is a molecule that is in principle similar to I0. However,
the atmospheric relevance as well as sources and sinks may be quite different. In the
Polar Regions, BrO is regularly generated by a mechanism called the bromine
explosion (cf., e.g. [25], and references therein). During these events that begin
shortly after Polar sunrise in early spring time, atmospheric BrO increases rapidly
and is present above large areas. The release mechanism is an inorganic process.
The relevant and necessary conditions for the bromine explosion to take place are a
matter of continuing research.

In order to investigate the relations between 10 and BrO distributions, satellite
observations of the two species are compared. BrO vertical columns are retrieved
from SCTAMACHY observations in the UV wavelength range [19, 30]. Taking into
account the stratospheric amounts of BrO, a stratospheric AMF has been applied
[19]. More details on AMF considerations for BrO observations can be found in
studies by Begoin et al. [2] and Theys et al. [27]. The BrO data were averaged for
the same periods and the same region as for IO and are shown in Fig. 5.

The BrO distributions show some clear differences towards the IO observations,
but also some general similarities. One similarity lies in the fact that both, IO and
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Fig. 4 Comparison of IO vertical columns over Antarctica for an averaging period of one year
(top row), six years (middle row, as used in Schonhardt et al. [23]) and eight years (bottom row).
Main patterns and regional enhancements of 1O reappear from year to year

BrO amounts, are enhanced above the Antarctic region in spring time. The details
of the spatial and temporal distributions however, are quite different. BrO is mostly
present above the sea ice around the continent, and enhancement starts with Polar
sunrise in August (not shown), and is fully developed in September. Through the
summer months, BrO amounts decrease and mostly vanish in autumn, except for
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Fig. 5 BrO vertical column averages above the Antarctic region for the same averaging periods as
for IO in Fig. 3
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enhancements along the coast lines and above the ice shelves (there especially in
December and January).

Resulting from the differences between the 10 and BrO spatial and temporal
distributions, it can be concluded that at least some individual release pathways
exist for iodine and bromine species in the South Polar Region. Although both, 10
and BrO, occur in Antarctic Spring time, IO is present above the sea ice for a
comparably shorter time period concentrated more towards later spring, while BrO
is already present on the sea ice prominently from early spring onwards.

6.3 Relation of the Halogen Oxides to Sea Ice Cover

Both halogen oxides, IO and BrO, show enhancements above the sea ice covered
area around the Antarctic continent. Comparisons with sea ice cover data have been
performed using ice concentration data from the AMSR-E instrument [13, 26].
AMSR-E is the Advanced Microwave Scanning Radiometer for EOS, a passive
microwave radiometer on board the NASA AQUA satellite belonging to the Earth
Observing System (EOS). The ice concentration data is provided by ZMAW
(Centre for Marine and Atmospheric Sciences) in Hamburg, Germany, and can be
downloaded from the Integrated Climate Data Center, KlimaCampus, at the
University of Hamburg (ICDC, http://icdc.zmaw.de/seaiceconcentration_asi_amsre.
html?&L=1). The ice concentration is defined as the percentage of the represen-
tative AMSR-E satellite pixel covered by sea ice.

Figure 6 (right) shows the monthly ice concentration for November averaged
over six years from 2004 to 2009, together with the IO map (left) for the same time
period. The close spatial correlation of sea ice area with BrO enhancements

Ice Conc.
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Fig. 6 10 vertical columns (leff) from SCIAMACHY observations and ice concentration (right)
derived from AMSR-E data in November above the Southern Polar Region averaged over six
years from 2004 to 2009. The ice map is based on daily data provided by the Integrated Climate
Data Center, Hamburg (http://icdc.zmaw.de)
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(cf. Fig. 5) is apparent. In addition, the curved region of enhanced IO in November
is located above still present sea ice. In November, the density of the sea ice is
reduced in some areas, as visible in Fig. 6 by darker grey patches within the sea ice
area. The ice sheets start to break up and retreat in spring time. When the sea ice
becomes more porous, and more open leads and polynyas develop, the water gets
into contact with the atmosphere above. As iodine compounds are presumably
emitted by biological species such as phytoplankton or ice algae, which prefer the
habitat underneath the sea ice sheets, iodine input to the atmosphere may be
facilitated as soon as the ice sheets break up. Convection above open water areas
further supports the insertion of gaseous species, as the water is warm compared to
the spring time Antarctic boundary layer air. These considerations form a possible
explanation for the temporal behaviour of the observed IO occurrence in late spring.
As further evidence of a connection to a biological source, Chlorophyll-a data have
been consulted. This is discussed in Sect. 7.

In addition to providing a habitat for biological species, the sea ice cover also
changes the radiation conditions in the respective areas. This has two consequences.
On one hand, the stronger light reflection improves the visibility of IO above ice
covered regions. On the other hand, the photochemical situation is different above
and next to the ice. While the first aspect enhances the observed IO amounts above
sea ice, the second aspect can influence in both directions, as iodine precursors as
well as the IO amount itself are altered by changing light conditions. In any case,
the Antarctic ice region is an especially interesting area for iodine research.

In a study by Atkinson et al. [1], the Weddell Sea area has been selected as focus
area for iodine measurements in and above the sea ice and the ocean. The field
study includes measurements in the water, ice and atmosphere, and the results
emphasize that the Weddell Sea area is rich in iodine chemistry. Atmospheric
iodine chemistry, however, is not yet well enough understood to make full atmo-
spheric modelling possible. Not all observed data may be reproduced by model
calculations. Some iodine source terms might still be unknown.

7 Relations Between 10 and Biospheric Parameters

Previous studies have demonstrated that iodine compounds are emitted by bio-
logical species such as microalgae and macroalgae. Several chemical compounds
are thereby emitted by various organisms in different speciations and different
amounts [9, 28]. Satellite IO observations are compared to Chlorophyll-a (Chl-a)
concentrations in the oceans, an indicator of active biology. For this comparison, IO
data from a reprocessed data set for 2003-2010 is used. The data set is fully
consistent with the near real-time data set from 2004 to 2011, but includes a more
complete time series during the initial year 2003. For the investigation of Chl-a
concentrations, the ESA merged GlobColour product is used. This product is based
on the three instruments SeaWiFS (Sea-viewing Wide Field-of-view Sensor),
MERIS (Medium Resolution Imaging Spectrometer) and MODIS (Moderate
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Resolution Imaging Spectroradiometer). Information and data are available from
the website http://www.globcolour.info.

7.1 Comparison Between 10 and Chlorophyll-a Above
Antarctica

The oceans surrounding the Antarctic continent are a region of strong biological
activity. Following the detection of IO within the sea ice zone above the
biology-rich waters, the first interesting comparison is that of IO and Chl-a around
Antarctica. Long-term averages over many years are compiled and presented in
Fig. 7 for 10 (left) and Chl-a concentrations (right). IO vertical columns are
computed here with an AMF that assumes a surface albedo of 5 %, appropriate for
oceans in the visible spectral range. A spatial mask is applied to the IO data,
showing the results only for regions, where Chl-a data is also available. The Chl-a
data can only be derived from above-satellite ground pixels which are entirely free
of ice, otherwise the signal from the ice covered part of the field-of-view would
dominate the measured signal. This way, also the IO data is plotted only above
regions which are at least for some part of the year free of ice. As the low albedo is
applied, IO amounts in this map differ from the ones above. Some overestimation of
the absolute IO amount may occur when applying the low albedo scenario.

Two main features can be derived from Fig. 7. First of all, the Antarctic proves
to be an area rich in biological productivity, demonstrated by fairly large Chl-a
concentrations all around the Antarctic continent with local maxima in the Weddell
Sea, the Ross Sea and just off the coast over long distances as well as the area
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Fig. 7 Antarctic maps of IO vertical columns in the atmosphere (leff) and Chlorophyll-a
concentrations in the ocean (right). For the IO data, conversion to vertical columns assumes an
albedo of 5 % suitable for observations above water bodies, and data is masked by the area, where
Chl-a data is available, i.e. data is only shown above regions which are free of ice at least in parts
of the year
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offshore of the Amery ice shelf. The second striking observation is the spatial
overlap of enhanced values of IO with many of these Chl-a rich locations.
Especially the Weddell Sea and the waters of the Ross Sea offshore of the Ross ice
shelf show both, enhanced 10 and enhanced Chl-a, in similar spatial patterns.
Naturally, a correlation does not represent causality. However, from this compar-
ison, a relation between biological production and the release of iodine precursors
seems probable.

7.2 Comparison Between 10 and Chlorophyll-a Above
Ocean Areas

In contrast to the Antarctic analysis, spatial correlation between IO and Chl-a is not
a general feature elsewhere. Other regions on the globe do not show such a clear
spatial relation. Especially, regions with strong biological productivity can be found
where no significant IO signal is detected.

For biological productivity, the ocean upwelling regions are important. Here,
colder deep water masses rise to the surface and are often rich in nutrients and
organically produced gaseous compounds may enter the atmosphere. Figure 8
compares atmospheric 10 amounts from SCIAMACHY with oceanic Chl-a
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a concentrations (right). The areas marked by coloured boxes are used for the computation of
spatial correlation coefficients
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concentrations from the GlobColour project, both for an eight year average from
2003 to 2010. The maps in the top show the Eastern Pacific and Southwest Atlantic
around South America, and the bottom maps focus on the waters around Africa.
Field studies have also reported on elevated IO amounts above the Eastern Pacific
[8, 14, 29]. Along the West coast of South America, a large upwelling region is
situated where the Humboldt current from Antarctica surfaces. As seen in the
enhanced Chl-a data, off the coasts of Peru and Chile, biological activity is present.
Enhanced Chl-a amounts are also seen further into the Pacific towards the
Galapagos Islands.

Above the Peru and Northern Chile upwelling area, Chl-a enhancements coin-
cide with enhanced IO abundances, which also spread further into the ocean
towards the Galapagos Islands. Around the South tip of Chile and Argentina, where
Chl-a is large especially on the East coast, IO amounts are smaller and the relation
between the two compounds is less prominent. North of Brazil, around the Amazon
estuary, the Chl-a amounts are large, and IO amounts are also detected, however,
much less strongly as compared to the Eastern Pacific. For the coloured boxes in
Fig. 8 (top), example correlation coefficients for the spatial correlations are deter-
mined to be r = 0.29 and 0.27 for the yellow and orange areas, respectively, and
somewhat larger at r = 0.43 for the red box, each with an uncertainty around 0.02.
These coefficients are not overly large, but significantly positive, and the red box
close to the coast reveals the strongest correlation of these three areas.

Around the African continent the diverse relation can be seen even better.
Figure 8 (bottom) shows that Chl-a is enhanced especially above the Mauritanian
upwelling region (off the African Northwest coast) and above a two parted area off
the African Southwest coast, partly coinciding with the Benguela current. In the
Southwest, the spatial patterns of IO and Chl-a are very similar, while in contrast,
no significantly enhanced IO is found above the Mauritanian upwelling in the
North. For the Southwest region marked by a red box, the spatial correlation lies at
r = 0.50.

The Chl-a and IO spatial patterns are also similar, e.g. towards the open ocean at
the Southern limit of the displayed map as well as at the West coast of Somalia.
Clear differences appear along the coasts of the Arabian Peninsula where no
enhanced IO is detected above areas where Chl-a is present.

All in all, an ambiguous picture is received from the analysis of Fig. 8.
Enhancements in IO and Chl-a concentration coincide for some areas, while other
locations do not exhibit a spatial relation between the two variables, i.e. Chl-a
concentrations are high while no large 10 is found. Possibly, the phytoplankton
types as well as surface and atmospheric conditions or other than direct biological
source pathways play a role for the emissions of iodine compounds.



30 A. Schonhardt et al.

7.3 Comparison Between 10, Chlorophyll-a and Diatoms
Jor Southeast Asia

Following from the ambiguous picture discussed in the previous section, investi-
gations of individual phytoplankton types are of interest. Using the PhytoDOAS
method [4], a few different phytoplankton species may be distinguished. From the
absorption spectrum characteristic for each different organism, the PhytoDOAS
method retrieves an equivalent Chlorophyll-a concentration indicative of the
amount of phytoplankton present in the light absorbing upper ocean layers. In the
context of iodine release, the distributions of diatoms are specifically interesting and
have therefore been investigated for some selected regions. Diatom maps display
the equivalent Chl-a amount, which should be proportional to the amount of diatom
organisms in the upper ocean layers. The absolute diatom amount still depends
somewhat on the unknown vertical phytoplankton profile.

Figure 9 shows the comparison of IO abundances (top), total Chl-a concentration
(bottom left) and Chl-a from diatoms (bottom right) in the oceans of Southeast Asia.
This region is of specific importance for the exchange between the stratosphere and
the troposphere because of strong convective transport. Therefore, this area is the
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Fig. 9 Comparison between long-term averages of atmospheric 10 (fop) with total Chl-a (bottom
left) and Chl-a from diatoms (bottom right) in the oceans of Southeast Asia. Marked areas are used
for example calculations of spatial correlation coefficients. In several locations, a spatial relation
between 10 and diatoms, as well as between IO and total Chl-a is observed, while other areas such
as the East China Sea are rich in Chl-a with no diatoms and no IO. Diatom data are courtesy of
Astrid Bracher, AWI Bremerhaven and Tilman Dinter, University of Bremen, in the framework of
HGF project Phytooptics and EU project SHIVA
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central research area of the SHIV A project (Stratospheric Ozone—Halogen Impacts
in a Varying Atmosphere). Data is averaged over the years 2003-2010, for diatoms
from 2003 to 2009 as data of the year 2010 was not available.

Several locations show enhanced 10, where Chl-a and diatoms are present in the
water, especially at some coast lines, e.g. of Southern China, and between some
islands, such as between the Philippines, between New Guinea and Australia, and
further west in the sea gate between Sri Lanka and India. In most of these locations,
the Chl-a content in the water is large, and diatoms are detected, except for the coast
of Southern China, with large Chl-a but little diatom detections.

On the other hand, there is strong Chl-a occurrence in the Yellow Sea and East
China Sea, but no IO is detected there and diatoms are not prominent there either.

Further to the qualitative comparison of the regional maps, some spatial corre-
lation coefficients have been computed. For example, the areas between the islands
as marked by three coloured boxes in Fig. 9 have been analysed. For IO and Chl-a,
the correlation coefficients are r = 0.33, 0.31 and 0.38 for the yellow, red and blue
areas, respectively. For IO and diatoms, the correlation coefficients are larger with
r = 0.48, 0.47 and 0.62, respectively.

These results and observations are a further indication that there is no general
one-to-one relationship between iodine compounds and all Chl-a producing bio-
logical species. If iodine species are biogenically produced, some differentiation
amongst the emitting phytoplankton species is taking place which is strong enough
that it becomes noticeable in the satellite measurements. In the selected regions, 10
abundances correlate much better with the diatom distributions than with total Chl-a
patterns, while the enhanced IO is not accompanied by strong diatom occurrence at
the coast of South China. Consequently, although diatoms show a closer relation
with 1O in several locations than Chl-a, also diatoms are no safe indication for
iodine emissions. Although the picture remains to some extent ambiguous, the
spatial overview from satellite reveals many interesting regions with a spatial link
between IO and the underlying biological situation.

8 Summary

The TIBAGS project has provided the opportunity to continue research on atmo-
spheric iodine measured from space. Long-term data sets of IO observations from
the SCIAMACHY instrument have been retrieved and investigated in order to
increase our knowledge on spatial and temporal distributions and variations of
atmospheric 10 abundances. Largest amounts of IO have been detected in the
Antarctic, and in the long-term data sets re-occurring I0 maxima in the same
regions each year have been found. Comparisons between 10 and BrO above the
South Polar Region show that besides the mutual appearance in Antarctic Spring,
the spatial distribution as well as the temporal evolution differ in their details.
Separate release pathways are most probably the reason for the differences.
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In ocean areas around the South American and African continent, Chlorophyll-a
concentrations in the ocean waters coincide with enhanced IO in several places but
not in all. The spatial correlation between 10 and Chl-a in some places suggests the
importance of biological activity, while the missing one-to-one relationship indi-
cates that other influencing factors are relevant for the release of iodine from the
ocean. In the ocean areas of South-East Asia, correlations between 10 and Chl-a as
well as between 10 and diatoms, a specific phytoplankton species known to emit
iodine precursor substances, have been investigated. Spatial correlation coefficients
between 10 and diatom abundances are larger than between IO and total Chl-a,
supporting the laboratory result that iodine release is to some extent dependent on
the prevalent phytoplankton species. Closer investigations in ocean areas are nee-
ded to further improve our understanding on iodine release. Efforts should include
field studies on local air composition and measurements of gaseous compounds as
well as phytoplankton species in the ocean waters in addition to continuing
long-term satellite observations.
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GreenSAR—Greenland and Antarctic
Grounding Lines from SAR Data

Noel Gourmelen, JeongWon Park and Andrew Shepherd

Abstract The Greenland and Antarctic Ice Sheet (GIS and AIS) are currently
losing mass. The GreenSAR project aims at improving the knowledge of essential
climate variables by exploiting Earth Observation (EO) datasets from past, present
and future European Space Agency (ESA) satellite missions. The project is built
around the measure of grounding line migration at the ice—ocean interface. Here, we
show that the grounding line of the Pine Island Glacier (PIG) has retreated con-
tinuously for the past 20 years due to sustained thinning. The Petermann Gletscher
glacier grounding line shows little change in the past 20 years despite the two recent
large calving events reducing the area of the floating tongue by 40%.

1 Introduction

The Greenland and Antarctic Ice Sheet (GIS and AIS) are currently losing mass
[30]. The GreenSAR project aims at improving the knowledge of essential climate
variables by exploiting Earth Observation (EO) datasets from past, present and
future European Space Agency (ESA) satellite missions. The project is built around
the measure of grounding line migration at the ice—ocean interface. The results
presented here focus on the Pine Island Glacier (PIG) and Petermann Gletscher
glacier, two key regions of the Antarctic and Greenland Ice Sheets. The PIG is the
most dynamic ice covered region of the AIS, showing the fastest retreat and largest
mass loss of all AIS regions; here we seek to map the grounding line retreat since it
was last precisely measured in 2000. The Petermann Gletscher is the largest outlet
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glacier of northern GIS, showing very little change over the last 20 years [21]; using
novel EO data we seek to revisit the current state of stability of the Petermann
Gletscher outlet glacier.

2 Retreat of the Grounding Line of the Pine Island
Glacier, West Antarctic Ice Sheet

2.1 Introduction

The West Antarctic Ice Sheet (WAIS) contains enough ice to raise eustatic sea level
by over 3 m [2], and the Amundsen Sea sector of the WAIS is susceptible to
accelerated retreat due to the presence of a bedrock topography that lies well below
sea level and deepens inland and the absence of substantial floating ice shelf bar-
riers [17]. Satellite observations show that glaciers draining this sector are retreating
[22], thinning [28], accelerating [13] and losing mass [25]. Observations of ice shelf
thinning [29] in the face of increased glacier discharge and a numerical simulation
of glacier response to external forcing [19] suggest that the surrounding ocean is the
source of this imbalance. The PIG is a major tributary of the WAIS Amundsen Sea
sector. Satellite observations of relative tidal motion show that the PIG hinge-line
retreated by up to 25 km between 1992 and 2009 [14, 22]. This retreat corresponds
to a reduction in ice thickness of around 90 m at the glacier terminus considering
the recent geometry [33], a value that is consistent with direct observations of
thinning acquired by satellite altimetry during the same period [35].

The potential sea level contribution due to ice mass losses from the Amundsen
Sea sector over the twenty-first century is a source of considerable uncertainty [16].
A hypothetical scaling of glacier discharge rates indicates a potential twenty-first
century sea level contribution in the range of 4—-15 cm from the PIG alone [20].
However, an extrapolation of the recent PIG volume trend acceleration [35] pro-
vides a much smaller estimated contribution of around 2 cm by the year 2100—a
value that is consistent with the 1.8 cm likely estimate of a basin-scale model of the
glacier response to ocean forcing [14]. While changes occurring in the vicinity of
the PIG grounding line are expected to cause thinning inland for decades to come
[13, 19], the presence of an extended region of lightly grounded ice at the glacier
terminus [4] has promoted rapid retreat over recent years. Based on the geometry
farther inland, and even allowing for an increase in ocean melting, the grounding
line has been expected to stabilise soon and for several decades [14]. Here, we use
satellite radar interferometry and satellite radar altimetry to analyse the rate of
hinge-line retreat and thinning to establish whether the glacier has reached this
anticipated state of relative stability.
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2.2 Methods

We use interferometric synthetic aperture radar (InSAR) data acquired by the
European Remote Sensing (ERS-1 and ERS-2) satellite systems to measure changes
in the position of the PIG hinge-line over the period 1992-2011 [6, 7, 22]. The
InSAR dataset consists of synthetic aperture radar (SAR) images recorded in 1992,
1996, 1999, 2000 and 2011 during dedicated periods when the satellites orbited in
short-repeat cycles. The temporal spans (baselines) of the INSAR data vary between
6 days (1992), 3 days (2011) and 1 day (1996, 1999 and 2000). In order to locate
the glacier hinge-line (the limit of tidal flexure) we subtract consecutive interfer-
ograms, corrected for the effects of topography. This procedure eliminates the
signal of ice flow that is common to each individual interferogram, and reveals the
relative surface motion due mainly to tidal flexure of the floating glacier tongue. We
then mapped the locus of the glacier hinge-line at different time periods (Fig. 1) by
minimising the departure between the observed tidal flexure and that of a model
elastic beam. Based on the degree of data misfit to this model, and the tidal phase
gradient in the vicinity of the hinge-line, we estimate the uncertainty in hinge-line
position to be 0.13, 0.35, 0.51 and 0.29 km in 1992, 1996, 1999-2000 and 2011,
respectively. The origin of these uncertainties lies in high-frequency noise of the
InSAR measurement; we do not observe a systematic long wavelength misfit that
could indicate a departure of the observed flexure from the elastic beam model
assumption that is commonly used to locate hinge-line positions [23, 32].

Since 1992, the PIG hinge-line has retreated by as much as 28.4 km along the
central section of flow (Fig. 1). However, the degree of hinge-line migration has
varied in space and time, and so we computed the average rate of hinge-line retreat
along different regions of the grounding zone (Table 1). In the first instance, we
calculated the rate of hinge-line retreat along three adjacent 5 km wide sections
spanning northern (N5), central (C5) and southern (S5) portions of the glacier trunk
(Fig. 1), to provide a detailed picture of how the migration has occurred over time.
We also calculated the rate of hinge-line retreat along a 10 km wide central section
(C10, Fig. 1) of the glacier to facilitate a comparison with satellite altimeter
observations acquired over a similar area [28]. The average rate of hinge-line retreat
is computed as the reduction in grounded area between successive hinge-line
positions, divided by the section width perpendicular to the direction of ice flow.
Considering these sections, retreat varies from 9.5 to 27 km. On average, an area of
14.2 + 1.3 km? has become ungrounded each year (Fig. 2a).

Changes in the position of the PIG hinge-line correspond to changes in the ice
thickness due to hydrostatic equilibrium [22, 31]. We used this relationship to
calculate the rate of ice thinning associated with hinge-line retreat from the InSAR
dataset. The change in ice thickness over an intervening time period & (positive for
thickening) is given by
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Fig. 1 Hinge-line positions of the Pine Island Glacier (coloured lines) superimposed on a Landsat
image (greyscale). Successive hinge-line positions are marked with coloured lines (red = 1992,
green = 1994, blue = 2000, yellow = 2009, magenta = 2011). White contours show ice velocity
(m year ). Average rates of hinge-line retreat (Table 1; Fig. 2) are calculated within the northern,
central and southern 5 km sections (N5, C5 and S5, respectively), and within the central 10 and
15 km sections (C10 and C15, respectively). Dotted line marks the profile along which the satellite
radar altimeter data are acquired (Fig. 3). The greatest hinge-line retreat has occurred towards the
centre of the fast flowing glacier. Boxes A, B and C highlight other regions of notable hinge-line
retreat (blue dotted arrows). Rapid hinge-line retreat has occurred beyond the margins of the
glacier in the vicinity of boxes A and C in recent years, despite little apparent change in the glacier
surface geometry, suggesting increased ocean melting has occurred in these regions. Rapid
hinge-line retreat in the vicinity of box B has occurred, despite the apparent position of stability in
2009, due to a combination of factors; a narrow channel of lightly grounded ice has favoured
retreat in a northwest direction in tandem with an evolution of the ice surface slope, which has also
promoted retreat
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Table 1 Retreat rate of the PIG hinge line along parallel sections of the glacier breadth (see

Fig. 1)
Northern Central Southern Central 10 km Central
5 km, N5 5 km C5 5 km S5 C10 (km year ') | 15 km C15
(km yearfl) (km yearfl) (km yearfl) (km yeafl)
1992-1996 | 0.48 + 0.24 |0.75 +0.17 [0.64 + 0.27 |0.67 + 0.22 0.63 + 0.23
1996-2000 1.21 +0.23 |1.00 + 0.21 |0.54 + 0.26 |1.36 + 0.23 0.92 + 0.23
2000-2009* |0.35 +0.13 |[1.37 +0.15 |0.80 +0.16 |1.21 +0.15 0.84 + 0.15
2009*-2011 |2.81 +0.72 |1.23+0.78 |1.32+0.81 |1.53 +0.87 1.79 + 0.87
2000-2011 0.79 +0.09 |1.33 +0.12 |0.89 + 0.13 |1.26 + 0.09 1.00 + 0.09

#Using the hinge-line located in 2009 with coarse resolution speckle-tracked range offsets [16]

Fig. 2 a Retreat and b ice
thickness change at the
hinge-line of the Pine Island
Glacier. Retreat area is
computed within the central
15 km of the glacier (see
Fig. 1) to capture the entire
signal. Thickness changes are
computed within the central
10 km for ease of comparison
with satellite altimeter data
(Fig. 3)
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where z is the change in ocean tide, x (positive for retreat) is the change in hinge
line position, p,, is the density of sea water = 1027.5 kg m> [8], p; is the density of
ice = 900 kg m ™ [10], and « and S are the slopes of the ice surface and base,
respectively. The local balance between surface and basal slopes governs the rate of
hinge-line migration for a given change in ice thickness. Repeat observations of ice
surface elevation (e.g. [35]) suggest that the surface slope in the vicinity of the PIG
hinge-line has altered considerably over time.

To account for this variation, we estimate a averaged along the location and
between the dates of successive hinge-line positions using a sequence of glacier
surface slopes generated from elevation models derived from satellite and airborne
data [1, 5, 15]. We estimate S averaged along the location of each hinge-line
position using a model of the bedrock elevation [33]. In the absence of direct
observations, we use a model of Antarctic Ocean tide (an updated version of the
regional inverse model described by Padman et al. [18]) to assess the fluctuation in
grounding line position due to tidal displacement. However, because tide models
tend to perform less well when predicting tidal phase [27], we estimate the
uncertainty associated with z using the maximum modelled tidal range in the
vicinity of the PIG (1.8 m) following a conservative approach [22], and by taking
account of variability in the basal slope [3]. Using these assumptions, we deter-
mined the rates of ice thickness change in the vicinity of the PIG grounding line
over the survey period (Fig. 2b) associated with the observed hinge-line retreat.

We obtained additional estimates of ice thickness changes inland of the PIG
hinge-line from repeat-pass satellite radar altimeter data. For this exercise, we
processed a continuous record of data acquired by the ERS-1, ERS-2 and
ENVISAT satellite radar altimeters between 1994 and 2010. Time-series of surface
elevation change were developed at crossing points of the satellites’ ground tracks
falling within the PIG drainage basin during 35-day orbit repeat mission phases,
using the method of dual cycle cross-overs [36]. Elevation measurements were
corrected for the lag of the leading edge tracker, surface scattering variation, dry
atmospheric mass, water vapour, the ionosphere, solid Earth tide and ocean loading
tide [28, 34, 35]. To cross-calibrate the observations recorded by successive
satellites, we corrected for the differences between the average elevation changes
occurring during periods of mission overlap. At each crossing point we formed a
time-series of elevation change, and these data were then averaged into 10 km by
10 km grid cells. For each grid cell we computed the average rate of elevation
change during discrete time periods (e.g. Fig. 3), and we estimated the error
associated with each time-series according to the variance of the data.

2.3  Results

Although rates of hinge-line retreat have been high near to the centre of the PIG, they
diminish rapidly towards the glacier margins. Within the central 15 km of the glacier
(C15, Fig. 1; Table 1), the average rate of hinge-line retreat has remained broadly
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Fig. 3 a, b Geometry and c, d rate of ice thickness change along a profile of the Pine Island Glacier
(see Fig. 1) during three time intervals. Thickness changes are determined using either satellite
altimetry (squares) or satellite INSAR (triangles). Vertical grey lines chart migrating glacier hinge
line position which, since 2009, has been situated in a location where the bedrock has shoaled

constant between 1992 and 2011 at 0.95 + 0.09 km year '. However, there have also
been considerable temporal variations in the hinge-line retreat rate over the course of
our survey, with episodes of rapid and asymmetric migration. During the periods
1992-2000, 2000-2009 and 2009-2011, for example, hinge-line retreat was con-
centrated within the central, southern and northern sections of the PIG, respectively.
The peak rate of hinge-line retreat (2.8 + 0.7 km year ') occurred within the
northernmost 5 km wide section of the PIG during the most recent period captured
by our InSAR data (2009-2011). These irregular patterns can be explained in part by
the limiting influence of the glacier geometry. For a constant rate of ice thinning, for
example, the degree of hinge-line retreat is dependent on the surface and bedrock
slopes which vary in space and, in the case of the ice surface, over time.

The manner in which the PIG geometry develops upstream of the hinge-line
tends to impede retreat, because the bedrock and surface slopes shoal and steepen
inland, respectively (Fig. 3a). In consequence, the near-constant rate of hinge-line
retreat during our survey must reflect an accelerating rate of ice thinning (Fig. 2b).
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Within the central 10 km of the PIG, the rate of ice thinning associated with
hinge-line retreat has increased, progressively, from 2.1 £ 0.7 m year ' between
1992 and 1996 to 11.6 + 1.1 m year ' between 2009 and 2011. According to the
InSAR data, the average rate of ice thinning at the PIG hinge-line has accelerated by
0.53 + 0.15 m year > over the 19-year survey period.

We compared rates of hinge-line ice thinning determined from the InNSAR dataset
with those determined farther inland using satellite radar altimetry. According to the
altimeter dataset, ice thinning is observed to start around 200-250 km inland and
increase sharply towards the PIG hinge-line (Fig. 3). To facilitate a more detailed
comparison, we estimated rates of ice thinning during successive time periods when
the respective datasets were coincident (1992-1998, 1998-2003, and 2000-2010).
These periods were selected to optimise the degree of temporal overlap, the duration
of the altimeter data and the provenance of the altimeter data in relation to the three
satellite platforms. Rates of ice thinning determined from InSAR along the central
10 km of the PIG match closely those determined from altimetry (Fig. 3), illustrating
that the independent techniques are complementary. Along a stream-wise profile of
the PIG, temporally averaged thinning rates are greater at the hinge-line (as deter-
mined by InSAR) by a proportion that is consistent with the rate of increase farther
inland (as determined by altimetry). InSAR thus provides observation beyond the
locus of the altimeter data of the migration of the calving margin, where flux vari-
ability can be estimated with better accuracy.

2.4 Discussion

The rate of hinge-line retreat we have recorded may be compared with that
determined during the overlapping periods of previous surveys [14, 22, 24]. For
example, average retreat rates of 0.64 and 0.55 km year ' have been estimated
across a 14 km wide centre profile [22] during the periods 1992-1996 and 1996—
2000, respectively, as compared to our estimated retreat rates of 0.63 + 0.23 and
0.92 = 0.23 km year ' across a partially overlapping 15 km wide profile. The
hinge-line position we have recorded in the year 2000 is, however, considerably
less regular than that of a previous survey [24], showing greater retreat to the south
of the glacier centre-line. When compared to the 2009 hinge-line position located
using technique of radar speckle tracking [14], which has coarse resolution, the
2011 location is between 2 and 5 km farther inland—more than double the average
rate of retreat since 1992 (Table 1). The hinge-line positions are irregularly shaped,
and retreat within the central portion of the glacier has been asymmetrical at all
times. Rapid migration tends to occur along relatively confined sections of the
hinge-line. Prior to 2009, for example, steep surface slopes to the north of the PIG
hinge-line presented an obstacle to retreat in that sector (Fig. 1). Since then, the
hinge-line has retreated across a submarine bedrock ridge (see Fig. 3b), and the
principal trajectory of retreat has been northwards and inland, eroding a grounded
promontory that was present in 2009.
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Accelerated thinning of ice at the grounding line of the PIG has occurred in the
face of well-documented increases in the rate of glacier discharge [25], indicating
that ocean-driven melting has substantially exceeded the additional ice inflow. This
conclusion is consistent with the findings of a survey of changes in oceanographic
conditions at the glacier terminus over the period 1994-2009 [9], which reveals
strengthening ocean circulation within an enlarged sub-ice-shelf cavity leading to
faster ice melting. The emergence of an enlarged ocean cavity has resulted, in part,
from retreat of the glacier across a submarine bank upon which it was formerly
grounded [11], allowing relatively warm (~4 °C above freezing) seawater to access
the glacier grounding line. The geometry of the glacier in the vicinity of 2011
hinge-line does not favour retreat, and further retreat is at odds with simulations of
the PIG evolution under conditions of increased ocean melting [14]. However,
similar conditions were present at other times during our survey, and more recent
simulations of the PIG evolution that utilise an adaptive (finer) grid suggest that the
grounding line may retreat farther inland if ocean melting persists (S. Cornford,
personal communication). It is also possible that the increased ocean melting has

Ongoing
calving

.7 - b o 3 '_ |

X 285 -28 -275 -2.7 -2.65 -26
x10° x10°
Gourmelen et al., 2012

Fig. 4 Initial stage of the 2012 calving event on the floating tongue of Petermann glacier, seen in
the double difference interferograms performed in the years 1992 (lower left) and 2011 (lower
right)
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exceeded that imposed during existing simulations. Similar geometrical obstacles to
retreat were, for example, present at other times during our survey, and retreat has
progressed at other times presumably as a result of changes in both the rate of ocean
melting and the ice surface slope (a dynamical response to reduced grounding [13]).
Although the hinge-line has retreated since 2009, analysis of glacier velocities
reveals that the glacier speed has yet to increase (I. Joughin, personal
communication).

3 Grounding Line Retreat of Petermann Gletscher,
Greenland Ice Sheet

Surface displacement maps over the Petermann glacier are calculated using datasets
from the European Remote Sensing, ERS 1&2 Synthetic Aperture Radar, SAR,
satellites [6, 7, 12, 26]. The SAR dataset consists of radar images collected in 1992
and 2011 during specific 3-day repeat phase, the so-called “ice phase” carried out
by the European Space Agency. In order to locate the grounding line, we subtract
two consecutive topography-corrected interferograms (i.e. double difference
approach—TFigs. 2 and 4); this process eliminates the ice flow signal common to the
two interferograms, only remaining the difference of surface movement related to

Grounding Line

50 T T T T T
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Fig. 5 Profile over the double difference interferograms showing tidal flexure. The grounding line
is localised at the onset of flexure between grounded (right portion of profile) and floating (left
portion of profile) sections of the glacier using a best-fitting elastic beam model
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Fig. 6 Double difference interferogram for the years 1992 (left) and 2011 (right) showing tidal
fringes and grounding line migration of 2 km

. 1992 2011 2011 minus 1992

Grounding line

S
(w) yuawaoe(dsip Aep-¢

-2 -3
3 x10° x10

Fig. 7 Displacement of the Petermann glacier obtained from speckle tracking applied to SAR
dataset acquired in 1992 (left), 2011 (right), and displacement difference showing displacement
gradient at the location of the grounding line

variation in tidal flexure of the floating tongue (Fig. 2) [22]. We note that a similar
approach based on speckle tracking gives similar results although with a degraded
spatial resolution (Fig. 5). The grounding line position is then mapped by min-
imising the residuals between the observed flexure and an elastic beam model of
flexure (Fig. 4) [22].

Here we use the detailed surface topography and bedmap datasets obtained by
the University of Kansas (The Center for Remote Sensing of Ice Sheets, CReSIS) to
compute detailed thinning rates across the glacier’s grounding line (Fig. 6). Our
estimated retreat rate errors are a combination of the data—beam model residuals,
the strength of the tidal signal in the double difference interferograms, and of the
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3 Topographic slope (%) Basal slope (%)
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Fig. 8 Petermann glacier in the region surrounding the grounding line (thin green (1992) and red
(2011) line). The coloured dots represent spatial variation of surface slope (top left), basal slope
(top right), grounding line retreat (bottom left) and thinning rate (bottom right)

tidal range. Mean retreat of the grounding line between 1992 and 2011 is 2 km, a
mean rate of 100 m year . This reveals a constant grounding line retreat since 1992
as the rate of retreat for the 1992-2011 period is similar to the rate calculated for the
period 1992-1996 [22] (Figs. 7 and 8).

4 Conclusions

The GreenSAR project has performed the analysis of the 2011 ERS2 ice phase, the
last ERS2 acquisitions before decommissioning of the satellite, over the Greenland
and Antarctic Ice Sheets. We have shown:

At Pine Island Glacier:

e The grounding line of the PIG is retreating at a constant rate of 0.95 km year

since 1992

e The melting at the grounding line of the PIG is accelerating since 1992 at a rate
of 0.53 m year >

e Based on these observations, the lower limits of sea level projection might be
too conservative
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At Petermann Gletscher:

The grounding line retreat has been constant since 1992 at a mean rate of
100 m year'

Thinning at the grounding line has been constant since 1992 at a mean rate of
0.8 m year '

This constant thinning is at odds with observation of surface height stability
from IceSat measurements

This study confirms the dramatic changes affecting the Amundsen Sea sector of

the Western Antarctic Ice Sheet with no signs of slowing down.
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Sea Surface Roughness Manifestations
Around Ocean Fronts

Nicolas Rascle, Bertrand Chapron, Frédéric Nouguier
and Alexis Mouche

Abstract Ocean fronts are often visible at the ocean surface as well-marked
choppy rough water or, contrarily, as anomalously smooth sea surface. As such,
high-resolution satellite images—e.g., obtained by synthetic aperture radars (SARs)
or by radiometers viewing areas in and around the sun glitter—at times can provide
clear observations of mesoscale and submesoscale oceanic fronts. These observa-
tions have thus a powerful potential to monitor the upper ocean dynamics, by
providing essential information on oceanic fronts. In that perspective, we review
recent advances in the qualitative and quantitative interpretation of satellite surface
roughness anomalies.

1 Introduction

Gradients of surface currents at oceanic fronts are often qualitatively reported as
choppy water with anomalously steep and breaking waves or, contrarily, as
anomalously smooth sea surface. As wide swath images of sea surface roughness
are now routinely obtained using active or passive sensors—such as microwave
radars including synthetic aperture radar (SAR) [5] or optical radiometers viewing
areas in and around the sun glitter [3]—a wide range of oceanic phenomena are
often reported to manifest at scales of about 1-30 km, including internal waves,
mesoscale and submesoscale features such as fronts, filaments, and spiraling eddies
[1, 10]. An example of surface roughness in the sun glitter is shown in Fig. 1.
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Surface roughness contrasts can be essentially related to three mechanisms.
(I) The presence of surfactants, possibly accumulated in zones of surface current
convergence, that can dampen the short gravity waves [9]. (II) The modification of
the sea surface temperature that can alter the atmospheric boundary layer and thus
modify the wind, which in turns modifies the short waves [4]. (II) A surface current,
and more specifically its spatial gradient, that can directly refract the waves [14].

Hereafter, we focus on mechanism (III), which can be confidently isolated from
the other mechanisms. Mechanism (I) due to convergence processes and surfactants
is likely limited to very low wind speed [21]. Mechanism (II) involves modification
of the atmospheric boundary layer which seemingly occurs at larger spatial scales
than the current refraction [17]. Moreover, the effects of wind modification (IT) and
current refraction (II) have been recently shown to be separable using SAR
measurements at different polarizations [18].

Based on the conservation of wave action, Phillips [22] studied the modulation
of an individual wave over a varying current and later extended to modulations of a
complete spectrum of wind waves [8].
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Surface roughness variations in sun glitter images are controlled by specularly
reflected sunlight [6], and related to changes of wave slope distribution, mostly
related to variations of mean square slope (mss) [20]. For radar images, the
backscatter intensity is less directly affected by specular reflection, and other
geometrical properties of the surface must be more precisely taken into account
[17]. Details on how to estimate mss from glitter brightness are presented in [20].
For simplicity, we assume an unequivocal relationship between surface roughness
and mss, which is an adequate assumption at least for optical observations.

In the present paper, we wish to address and review the following questions:
What is the surface roughness signature of oceanic fronts? In particular, what are
the signs of roughness anomalies? Does their observability depend on the wind
direction, on the sensor look angles? Does it vary whether the sensor is sensitive to
short or long waves? How does the propagation of waves modify the observation of
the front spatial extent?

Following the framework proposed by Kudryavtsev et al. [17], we consider the
conservation of wave action in a relaxation approximation [2], Sect. 2. The wave
refraction by current is given in Sect. 3 and, neglecting wave propagation, the mss
anomalies are related to divergence of surface currents and strain in the wind
direction, Sect. 4, as previously reported [24]. In Sect. 5, effects of wave propa-
gation are included. Kudryavtsev et al. [17] proposed that a dominant mechanism of
surface roughness modulation by currents is the generation of short waves by longer
breaking ones. This effect is discussed in Sect. 6. With a set of three simultaneous
sun glitter images of the Gulf Stream, obtained at different azimuth angles, inter-
pretation is made following the proposed framework, Sect. 7, and conclusions are
given in Sect. 8.

2 Wave-Current Interactions and Surface Roughness

2.1 Surface Waves in Currents

In the presence of current, the conservation of wave action N(x, K, ¢), related to the
spectral displacement level at a fixed wavenumber, reads [22]

ON
ot

+ (cg,-—i—u,-) a—N =k 8u,8N

o~ N on ok + Sin + Su — Sas, (1)

where ¢, is the group velocity, u is the current, K is the wavenumber, and S, are the
action sources which include input from the wind, wave—wave non-linear interac-
tions, and dissipation. Repeated indices i,j = 1...2 indicate summation over hor-
izontal components.
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2.2 Relaxation Time

Following a relaxation approach [2, 12, 15], the action is supposed to experience
small disturbance N’ with respect to a background value Ny, N(x,k,7) =
No(k) + N'(x,Kk, 1), with N < Ny, leading to:

N’ ON’ Ou;iONy N’

- itu) S =kt ——, 2
o +leat ) G = kg e @)
where the source terms act to restore equilibrium and are linearized with a relax-
ation time 7.(k) as

1 0
T_c - - 8_N (Sin +Snl - Sds)- (3)

If all action source components are function of the action level, with the wind
input written as S;, = SN, with f§ the wind input factor, the relaxation time will take
the form 7, = (nf8) ", with n(k) related to the energy dissipation [26].

The relaxation length is defined from the relaxation time as [. = c¢,T.. In the
downwind direction, the wind input factor is approximately f8 oc (i, /c)* [23],
with u, the wind friction velocity, w the intrinsic frequency, and ¢ the phase speed,
to give . oc gk 2u;>.

Figure 2 shows the relaxation length calculated using the model of Kudryavtsev
et al. [17]. More details on the calculation, especially in the crosswind and upwind
directions, are given in their paper. We note that, at a fixed wind speed, this length
scale decreases as k2, and shorter waves adjust quickly back to an equilibrium
state. We also note that Fig. 2 uses a wind speed of 5 m s~ ! but I, at a given
wavenumber k decreases with the square of the wind speed (. o u;?).

Fig. 2 Relaxation length
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2.3 Changes of Mean Square Slope

From the wave action anomaly N’, we can calculate the scale distributed changes of
roughness properties.

In this paper, we will make the assumption that those properties, which may
differ with sensor geometries and characteristics, can all be related to the wave
mean square slopes (mss) in the two main axes which are the upwind and the
crosswind directions.

The mss anomalies in the upwind and crosswind directions are calculated from
the wave action anomaly by

mss, (x) = o "kN'k? cos* (¢ — ¢, )dkkd¢,
k/ ¢/

mss,(x) = o kNI sin?(¢p — ¢, )dkkdp,
k/ ¢/

where ¢,, is the wind direction related to the x-axis.

As the mean square slope quantities change, the overall density of breaking
elements will necessarily be modulated to provide contrast in high-resolution radar
and/or glitter images.

Additionally, a sensor is sensitive to the distribution of slopes in the azimuthal
direction ¢, which reflects the signal. That reflective direction is the sensor look
direction for a mono-static configuration (e.g., radar), whereas for a bi-static config-
uration as in the sun glint case, it is the direction of the specular facets between the sun
and the radiometer. In this paper we make the assumption that the sensor is sensitive to
the anomaly of the mss projected in the reflective direction ¢,, which writes

I 2 / ia2 /
mss,, = €OS" @,mss, + sin” @, mss,. (5)

"

3 Current Refraction

3.1 Canonical Current Gradients

The action source term due to current variation is

au'aN()
Rulr k) =k o0
du  du7 [ ONo (6)
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where notations x, y, and u, v are equivalent to notations xy, x, and u, u,. This term
can be interpreted as an advection of action in the phase space, at a velocity equal to
the product of the first two tensors on the left-hand side.

This term writes in polar coordinates

R,(x,k,¢) = Ny % (cos2(¢)mk —cos(¢) sin(¢)m¢)

+ 22 (cos(@) sin()me + cos?(@my)

Jdy (7)
Ov . )

+ o (cos(@) sin(§)my — sin®(¢)my)

+ g—;(sinz(qb)mk + cos(¢) sin(¢)mg)

where k and ¢ are the wavenumber magnitude and direction, and where we define
my = 0InNy/0Ink and my = OIn Ny /0.

3.2 Centered Current Gradients

The current deformation tensor can be separated in divergence D, vorticity V, strain
S,, and shear Sj,

Oou  Ov ou v
D—a‘*‘a—y’ Sz—a—a—y, .
0 o o

Tox ay’ M ox oy’
% 2_5 :l D—l—S; —V+Sh (9)
Qo T2\ VS, DS |

Using that form of the current deformation tensor, the refraction source term can
be rewritten as

RM(Xv k7 ¢) = % [Dmk - de)
+ 8 (cos(2¢p)my. — sin(2¢)my) (10)

+ S (sin(2¢p)my + cos(2¢)my)].

With ¢,, the wind angle from the x-axis, the strain S} and shear S} in the wind
direction express from the strain S, and shear S, in the x-direction as
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S¥ 1 | cos2¢,, sin2¢y || S 1
SV | | —sin2¢y, cos2¢y, || Sh| (11)

The divergence D and vorticity V do not depend on any chosen direction.

4 First Approximation: Without Propagation

In this section we assume that the typical length scale L of the current is much larger
than the relaxation length scale I. = t.c, of the waves impacting the surface
roughness. In that case the advection term on the left-hand side of (1) can be
ignored. In a steady state, the action anomaly N’ locally responds as

N'(x,k) = 7R, (12)

4.1 Wind Wave Spectral Symmetry

We will now assume that the angular spread of the wave spectrum is symmetrical
about the wind direction, which is a good approximation for the short wind waves
[7]. We can set the x-axis in the wind direction (¢, = 0), and Ny(x, k, ¢) is then an
even function of ¢. The same property is transferred to the relaxation time t.(k, ¢).
Note that m Ny is even, whereas mgNy is odd. The integrals in (4) over the wave
direction ¢ of any odd function will then cancel out.

Now expanding the four terms of (10), the second (V) and the fourth (Sy,) terms
create an action anomaly N'(x, k, ¢) which is an odd function of ¢, i.e., the action
anomaly of waves traveling in the direction ¢ is exactly opposite to that of waves
traveling in the direction —¢. As a key consequence, vorticity V and shear Sy, do not
create mss anomaly in (4). Only divergence D and strain S; could create roughness
changes.

If the wind is not in the x-direction (i.e., if ¢,, # 0), the previous conclusion
holds in a frame of reference aligned with the wind. That is, only divergence D and
strain in the wind direction S} modulate mss, whereas vorticity V and shear in the
wind direction S}/ have no impact.

4.2 Divergence, Strain, and Polarization Index

Out of four types of current deformation, only two—divergence D and strain in the
wind direction S—create mss anomalies. Accordingly, the current tensor in (9) can
be reduced to its diagonal terms.
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The mss anomaly can thus be rewritten from (10) and (4) in the form
mSS; = [D+bust] X ay, (13)

where the parameters a,, and b, only depend on the properties of the wave field.
The amplitude parameter q,, is defined as

N
0 = / / o ek Ly cos® § dkkdg, (14)
k ¢

and the so-called polarization parameter b, is defined as

B JeJs ™' tk*No (cos(2¢)my — sin(2¢)my) cos® ¢ dkkde

b,
IA f¢ w1 k3Nymy, cos? ¢ dkkdgp (15)

Similarly the parameters a. and b, can be defined for the crosswind component of
the mss, replacing cos? ¢ by sin® ¢ in the above.

The amplitude parameters a, and a. determine the mss response to a current
divergence. They are negative for all waves shorter than the spectral peak, because
my <0. This means that divergent (convergent) currents will always appear as a
negative (positive) mss anomaly on surface roughness images.

The parameters b,, and b. determine the mss response to a current strain. They
also depend on the angular distribution of the wave spectrum. As found, b, is
positive, i.e., for an upwind looking instrument (i.e., sensitive to the upwind mss
anomaly), a positive (negative) strain will appear as a negative (positive) anomaly,
similar to a divergence (convergence) effect. Interestingly, b.. can be negative, i.e., a
current strain can induce a crosswind mss anomaly with an opposite sign to that of
the upwind mss anomaly.

More details can be found in [24].

5 One-Dimensional Cases

Considering ocean frontal structures with small spatial scale, typically less than
10 km, but uniform along one direction, for instance along the y-axis, two types of
current deformation are of interest, du/0x and Ov/0x.

5.1 Case 1: Acrossfront Current ‘divergence’

We first consider case 1 where the current is normal to a front (Fig. 3) of spatial
length scale L. As a numerical example, the current is specified as



Sea Surface Roughness Manifestations ... 59

‘T: 0.8 Current, Current gradient
o
Wind Wind [
g 0.6
Case 1a ‘a k‘ = ey 8 0.4
+ ¥ S
div<0 strain<0 E’ 02
g 0
) ) E
\Wmd \Wmd O _p2
Caselb | — —| = =~ + 2 o 04
y £
div<0 shear<0 € -06H—V
5 —du/ax
X ‘5_ —dJv/Iox
-0.8
O ’5 0 5
x [km]

Fig. 3 Overview of the case 1, i.e., oceanic front with acrossfront current. Left Sketch of the
current and of the current deformation along the wind direction. Right Current and current gradient
as function of the x-coordinate

1 + tanh(x/L)

5 , v=0, (16)

u(x) = up

with uy = —0.3m s~! and L = 300 m. The wind is set to 5 m s~ ' westerly (¢, =0,
case la) or northwesterly (¢,, = —45°, case 1b). Such acrossfront current is the
sum of a convergence and a negative strain in the x-direction (case la), which is
also the sum of a convergence and a negative shear in the northwest direction (case
1b).

The mss anomaly for case la is highlighted in Fig. 4. The mss is separated into
mss supported by long waves (k < 0.6 m™ "), short waves (k > 30 m™ "), and
intermediate waves.

In Fig. 4a, the wave propagation is neglected. The mss anomalies are positive for
all waves, as expected from a convergent current. Only waves longer than the
spectral peak (for which m; > 0 and thus q,, > 0 and a. > 0, see Sect. 4.2) produce
a small negative anomaly, visible on the crosswind mss of long waves.

Once the propagation is included (Fig. 4b), the mss anomaly is now shifted
toward the downwind side. This is particularly marked for long waves (k <0.6 m™")
which have typical relaxation length /. larger than 10 km. Intermediate waves have
relaxation length of the order of 1 km. Short waves (k > 30 mfl) have a relaxation
length scale I shorter than 10 m. Anomalies follow the local current gradient, but
are small due to very short relaxation time [see, e.g. (12)].

In Fig. 4c, we switch on the generation of short waves by wave breaking. This
will be discussed in Sect. 6.
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Fig. 4 Mss response to case la (acrossfront convergent current with acrossfront wind). The mss is
separated into mss supported by long waves (k < 0.6 m "), short waves (k > 30 m™"), and
intermediate waves. a Without propagation and without wave breaking. b With propagation but
without wave breaking. ¢ With propagation and wave breaking. Note that without propagation in
a, the magnitude of the current has been reduced by half in order to remain in the range of validity
of our assumption N’ < Ny

5.2 Case 2: Alongfront Current ‘shear’

We now consider case 2 where the current is along the front (Fig. 5). For the
numerical example, the current is specified as

1 + tanh(x/L)

u=0, v(x)=u 5 ) (17)

with again uy = —0.3ms ™! and L = 300 m. The wind is still set to 5 m s~ ' and we
investigate three directions, acrossfront (westerly, ¢, =0, case 2a), oblique
(northwesterly, ¢,, = —45°, case 2b), and alongfront (northerly, ¢,, = —90°, case
2¢). Such alongfront current is the sum of a positive vorticity and a positive shear in
the x-direction (case 2a), which is also the sum of a positive vorticity and a negative

strain in the northwest direction (case 2b) or the sum of a positive vorticity and a
negative shear in the y-direction (case 2c).
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Fig. 5 Overview of the case 2, i.e., oceanic front with alongfront current. Left Sketch of the
current and of the current deformation along the wind direction. Right Current and current gradient
as function of the x-coordinate

5.2.1 Without Propagation

We first neglect the wave propagation. When the wind is normal to the front (case
2a) or along the front (case 2c), there is no divergence or strain in the wind
direction. As discussed in Sect. 4, the action anomaly N'(k, ¢) is anti-symmetrical
about the wind direction (Fig. 6a, c¢). No mss anomaly (not shown) is thus expected
once integrated over the direction ¢.

On the other hand, when the wind is oblique to the front (case 2b), the strain in
the wind direction creates an action anomaly which is not anti-symmetrical about

the wind direction (Fig. 6b). A mss anomaly is thus expected once integrated over
the direction ¢.

(a) Ko™ N(kg) ) at x=0 km x 107 (b) Ko™ N'(k,0) [] at x=0 km (C) Ko™ N'(k,o) [] at x=0 km

0 4 4 90 4 0 4

0.005 0.005

-0.005 -0.005

—0.01 -0.01

Fig. 6 Spectrum of the saturation anomaly K>w ™' N'(k, ¢) at the center of the front (x = 0). The
radial coordinate scale is log(k) +2. The black arrow shows the wind direction for a Case 2a,

b Case 2b, and ¢ Case 2c. Note that propagation and wave breaking are not included in those
calculations
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Fig. 7 Mss response to case 2b (alongfront current with oblique wind). The mss is separated into
mss supported by long waves (k < 0.6 m™ "), short waves (k > 30 m "), and intermediate waves.
a Without propagation and without wave breaking. b With propagation but without wave
breaking. ¢ With propagation and wave breaking. Note that without propagation in a, the
magnitude of the current has been reduced by half in order to remain in the range of validity of our
assumption N’ < N

The mss anomaly for case 2b is shown in Fig. 7a. The mss anomaly is due to the
negative current strain in the wind direction, as sketched in Fig. 5. As a result,
waves traveling in the upwind direction are compressed and create a positive mss
anomaly, whereas waves traveling in the crosswind direction are elongated and
create a negative mss anomaly. Short waves produce a negligible mss anomaly due
to their short relaxation time.

5.2.2  With Propagation

In Fig. 7b, we switch on the wave propagation. For intermediate waves, the upwind
mss anomaly is shifted downwind, as in the case of a convergent current. However,
the anomalies in the crosswind direction and in both directions for the long waves
are more difficult to explain. For that purpose, we shall get back to case 2a and case
2c.

In case 2a of a wind normal to the front, the action anomaly is symmetrical about
the x-axis (see Fig. 6a). As a consequence, the geometry being uniform along the y-
direction, the advection by the group velocity c, cannot create any action anomaly.
On the contrary in case 2c of wind along the front, the group velocity can advect the
negative (positive) action anomaly outside of the front toward the x < 0 (x > 0) (see
Fig. 8). This effect of propagation is dominant in case 2c because without propa-
gation, there is no strain in the wind direction and thus no mss anomaly.

In case 2b, this effect of propagation is of second order. It only slightly modifies
the mss anomalies compared to the expected anomaly due to strain in the wind
direction (compare Fig. 7a, b).
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6 Generation of Short Waves by Wave Breaking

To take into account the plausible mechanism of generation of short waves by
longer breaking waves, Kudryavtsev et al. [17] added a term in the action con-
servation (1), to specify an isotropic source of action

Qub (k) = 0*k Ly, (18)

proportional to the dimensionless rate of longer breaking waves

L (k) o< 7! / / o B3N dikkdg, (19)

b k<hy

where k,, = k/10 sets the shortest (but long) breaking waves which can produce
mechanical energy at wavenumber k.

This term plays a crucial role in the definition of the background wave spectrum
(without current) of short gravity waves. This role is certainly very modest for
downwind propagating waves, but is dominant for crosswind propagating waves.
More specifically, as crosswind propagating waves do not experience strong direct
wind input, the background spectral level is specified from the balance between
dissipation and generation by wave breaking (see Fig. 1 of [17]). Also, upwind
propagating waves are in equilibrium between generation by wave breaking and
negative energy input from the wind.

This wave-breaking term also plays a crucial role in the response of short gravity
waves to current because the modulation of the wave-breaking source dominates
the modulation of action due to current refraction (see Fig. 7 of [17]).

The effect of wave breaking has been calculated for the idealized
one-dimensional fronts. The result for case la is shown in Fig. 4c. Long and
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intermediate waves experience most of the modulation due to current refraction
(Fig. 4b). Those waves, when the energy source from their breaking is included, in
turn create large mss anomalies of the short waves (Fig. 4c). Although the breaking
energy source (19) is isotropic, its impact is larger on the crosswind mss than on the
upwind mss. The reason is that, as stated above, the wave-breaking source is the
dominant source of crosswind propagating waves, whereas downwind propagating
waves are closely related to wind input, and thus have shorter relaxation times (see
e.g. Fig. 2).

Similarly, the effect of wave breaking for case 2b is shown in Fig. 7c. We note that
the wind input factor of Plant [23] is f(k, ¢) o (. /c)?| cos(¢p — ¢y, )| cos(dp — .,).
Therefore, the term I, is mainly related to downwind propagating waves. As a result
both the upwind and crosswind mss anomalies of short waves follow the upwind mss
anomaly of intermediate waves, which is positive in case 2b, and they do not follow
the crosswind anomaly of intermediate waves, which is negative in that case.

7 Observations

Case 1 of divergent/convergent front has been discussed many times with images of
internal waves [1, 3]. That particular case does not show any change of surface
roughness anomalies with the sensor look angle, because upwind and crosswind
mss anomalies have similar signs (Fig. 4). Here, we wish to illustrate from multiple
look angles case 2 of non-divergent front with current shear.

We use a set of three optical images around the sun glitter area in the Gulf
Stream region obtained within a few hours interval on April 1st, 2010. Those
images are shown in Figs. 1, 9, and 10 and were obtained from (a) the 900 nm
radiance measured by MEdium Resolution Imaging Spectrometer (MERIS) [13] on
board Envisat, at 15:42 UTC, (b) and (c) the 850 nm radiance measured by
MODerate resolution Imaging Spectroradiometer (MODIS) [25] on board Terra at
16:30 UTC, and on board Aqua at 18:05 UTC, respectively. The three images have
a horizontal resolution of about 250 m. The observed radiance B = By + B’ is
separated into a slowly varying background B, and a local anomaly B’ by hori-
zontally filtering at a scale L = 25 km.

There is a transfer function between the radiance contrast B'/By and the mss
contrast mss’/mssy [20]. The details of this transfer function will be described
elsewhere. In this paper for the sake of simplicity, it will be ignored and we limit
our discussion to the radiance contrast.

Sun glitter observations operate in a bi-static configuration and are sensitive to
the amount of reflective surface facets between the sun and the radiometer. The
zenith and azimuth angles of those reflective facets are shown in Figs. 9 and 10. As
assumed, the radiance contrast in that azimuthal direction is related to the contrast
of the mss (of all waves, i.e., long, intermediate, and short waves) projected along
the same direction.
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A transect in the Gulf Stream internal front (the northern one in blue on Fig. 1) is
detailed in Fig. 9. The wind was blowing approximately from the northwest, as
evidenced by the presence of wind streaks [11]. If we make the hypothesis that the
Gulf Stream current was non-divergent and flowing northward, then the wind and
current have a configuration similar to that of case 2b. The radiance contrast from
MERIS, which is looking upwind, is positive. The contrast from MODIS Terra,
which is looking crosswind, is negative. Those are in good qualitative agreement
with the upwind and crosswind mss contrasts expected for case 2b (see Fig. 7¢ for
the intermediate waves, as those waves carry most of the mss and thus dominate the
total mss anomaly). We also note that the spatial shift between the negative min-
imum of MODIS Terra and the positive maximum of MERIS is also in qualitative
agreement with the model calculations for case 2b. Finally, MODIS Aqua, which is
looking with a slanting angle, does not show any significant contrast, which is also
well in agreement with the calculations.

A second transect in another front of the Gulf Stream (the southern one in blue in
Fig. 1) is detailed in Fig. 10. The wind is also northwesterly there and thus almost
aligned with the front. If we again make the hypothesis that the current is
non-divergent and with a current shear as in case 2, the wind and current have then
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Fig. 9 Radiance contrasts B'/Bj around the sun glitter in the Gulf Stream region on April Ist,
2010, by a MERIS, b MODIS Terra, and ¢ MODIS Aqua. Contours and arrows show the zenith
and azimuth angles of the reflective facets. d Details of the transect shown in blue on the images
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Fig. 10 Same as Fig. 9 but at a different location in the Gulf Stream region

a configuration similar to that of case 2c. The radiance contrast from MODIS Aqua
and from MODIS Terra both exhibits a dipole pattern, with a negative anomaly
westside of the front and a positive anomaly eastside. Again, this is in good
agreement with the mss contrasts expected for case 2¢ (Fig. 8).
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8 Discussion

These observations showed an encouraging qualitative agreement between the signs
of the surface roughness anomalies and the expected sign of the current gradient
around oceanic fronts. More refined quantification of the current gradients from
surface roughness observations can then be attempted and will be subject to further
dedicated investigations.

But, in this discussion, we wish to focus on another important information
contained in surface roughness variations, related to the spatial scale of the oceanic
fronts. As discussed in Sect. 2.2, waves of different scales have very different
relaxation length scales. As different sensors might not be sensitive to similar wave
scales, it is important to more precisely identify which waves are mostly modified
by the current gradients and which waves are supporting most of the mss variations.
We could then infer some relaxation length scales from this analysis.

8.1 Waves with Dominant Action Contrast

8.1.1 Response to Oscillatory Currents

Solutions of (2) in the Fourier space have been studied by Kudryavtsev et al. [19]
(see their Eq. 1).

N (1 o
N (T +ich> a—zjm,f, (20)

where we defined m! = k;/NodNo/dk; and any quantity z(x) is defined as a sum of
Fourier spectral components as z(x) = [z(K)exp(iKK-x)dK, with K the
wavenumber.

e For small waves, 1/7. > 0u/Ox and the action anomaly becomes weak, i.e.,
N’ < Ny. The physical reason is that short waves are tightly coupled to local
wind forcing (. is short) and thus cannot have a large anomaly from their
background equilibrium.

e For large waves, ¢,K > Ou/0x and the action anomaly also becomes weak. The
physical reason is that long waves propagate too fast and therefore they cannot
respond to currents which oscillate with a short spatial length scale.

e It is thus waves of intermediate size which have the strongest response to
oscillatory currents. Kudryavtsev et al. [19] found that the response is maximum
for waves with k o u;l(gK)l/2

wavenumber K.

, which indeed increases with the current
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8.1.2 Response to Isolated Current Front

Philips [22] studied solutions of (2) for an isolated current front similar to that of
case la. He found that the action contrast N'/Ny due to the front is an increasing
function of 7.0u/dx (see his Eq. 4).

Contrary to oscillatory currents, the action contrast increases for the longest
waves (see his Eq. 7). The reason is that the relaxation length scale increases for
the longest waves, and therefore the response to a given current gradient
increases for the longest waves.

The propagation does not introduce an intermediate wave scale for an isolated
front. This is a difference from the case of long waves traveling over a rapidly
oscillating current, which as stated in the previous paragraph do not respond
because they travel too quickly over the oscillating current variations. In other
words, an isolated current front of length scale L involves different Fourier
components K with 0 <K <2x/L, and therefore there is no intermediate
wavenumber k scaling with L~'/2 as in the previous paragraph.
The action anomaly increases for longer waves. This is valid up to the waves at
the spectral peak, where my, cancels out and so does the action anomaly. There is
therefore a scale limit due to the wave properties around the spectral peak.

The action contrast N’ /Ny at the center of the front for case la is shown in

Fig. 11. The contrast is shown as function of wavenumber k and for different
directions. The action contrast is larger for long waves (around the spectral peak
k~0.3m™!) and for intermediate waves (k ~ 1).

Contrast N'/N, at x=0 km
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Fig. 11 Action contrast N'/Ny at the center of the front for the case la. The contrast is shown as
function of wavenumber k. The different curves correspond to upwind propagating waves
(¢ = ¢, +180°), crosswind waves (¢ = ¢,, +90°), and downwind waves (¢ = ¢,). Dashed
curves include the effect of wave breaking
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When the effect of wave breaking is included, short waves are generated and
thus exhibit large action contrasts (Fig. 11, dashed curves), but those contrasts are
not directly related to wave refraction by the current.

8.2 Waves with Dominant mss Contrast

To highlight the contribution of the different wavenumbers & to the mss anomaly,
we rewrite (4) as

mss, () =

~—

/ o 'kN'K* cos* (¢ — ¢, )kdp | dk,
%

E (21)

mss,.(X) :/ /a)’lkN'k2 sin?(¢p — ¢, )kdep | dk,
koo

where the terms in brackets are shown in Fig. 12a. The larger mss anomaly occurs
for waves around k ~ 1 m~!. Mss anomaly of shorter waves is small but sums up to
an important contribution, as shown in Fig. 12b using a logarithmic distribution.
Whereas the contribution to the background mss is approximately equally sup-
ported by waves longer and shorter than k ~ 6 m~! (Fig. 12c), the mss anomaly is
mainly supported by waves longer than k ~ 6m™!, i.e., long and intermediate
waves (see Fig. 12b, solid curves).

The wave refraction by the current thus involves long and intermediate waves.
Again, once the wave-breaking effect is included, steep short waves are generated,
and those waves support an important part of the mss anomaly (Fig. 12b, dashed
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Fig. 12 a Mss anomaly at the center of the front (x = 0 km) in case la. The contribution of linear
wavenumber intervals dk to the anomaly is shown. b Contribution of logarithmic intervals dIn k,
i.e., the linear contribution is multiplied by k and plotted with a log scale, so that the area under
each curve still gives the overall mss anomaly. ¢ Contributions of logarithmic intervals d In & to the
background mss. The dashed curves include the impact of wave breaking
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curves), especially in the crosswind direction. But these anomalies are not related to
direct refraction of short waves by the current.

8.3 Relaxation and Current Gradient Length Scale

The mss anomaly due to current gradient is mainly generated by the refraction of
long and intermediate waves. Those waves, in particular those traveling in the
downwind direction, in turn break and create short waves in all directions.

The relevant relaxation length scale of the mss anomaly is thus the one asso-
ciated with long and intermediate waves, even though the short waves in fine
contribute to the mss anomaly.

This is apparent in the calculations of case la (Fig. 4). Short waves experience
no direct modulation due to current refraction (Fig. 4b). They exhibit a modulation
once the wave-breaking term is included (Fig. 4c), and in such case they follow a
relaxation rate similar to that of the intermediate waves (of the order of 1 km for a
5ms ! wind speed), which is much longer than their own relaxation rate (of the
order of 10 m).

On the contrary, long waves (k < 0.6 m ') have relaxation length [, greater than
10 km.

We thus concluded that sensors sensitive to all waves (e.g., optical sensors at
low incidence angles) will detect oceanic frontal structures with a relaxation rate of
the order of a few kilometers because they include long and intermediate wave
relaxation. On the other hand, sensors sensitive to short waves (e.g., SARs at high
incidence angles in certain conditions, optical sensors away from the specular
domain) will detect structures with a finer resolution, of the order of the relaxation
rate of the breaking intermediate waves.

8.4 Numerical Illustration

This relaxation length scale is illustrated with a forward numerical simulation.

We use surface current calculated from numerical simulation of mesoscale and
submesoscale oceanic turbulence in a beta-plane channel performed with a primi-
tive equation ocean model. The simulation is forced by an unstable westerly zonal
flow. The turbulence is intensified at the surface where the submesoscale dynamics
is active and the spectrum of horizontal kinetic energy is shallow (slope in k=2). The
averaged horizontal kinetic energy is of about 10 cm s~ ! at the surface. The hor-
izontal resolution of the model is of 2 km and the vertical resolution is of about 3 m
near the surface. More details can be found in [16].

Using these surface currents, we perform a forward simulation of the mss
variations using the wave model of [17], which includes propagation and wave
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Fig. 13 Crosswind mss contrast mss/,/mss, from a forward numerical simulation. The wind is set
to westerly 5 m s~ ' and the waves are supposed fully developed. a Surface current vorticiy. b Mss
contrast of short waves only (k > 30 m1). ¢ Mss contrast of all waves

breaking. The horizontal resolution of the wave model is also 2 km. The wind is
westerly 5 ms~ ' and background waves are supposedly fully developed.

Figure 13 shows the crosswind mss contrasts mss./mss, of short waves
(k>30m™ Y only and of all waves. As discussed above, the contrast of short waves
is due to the modulation of intermediate waves and thus exhibits a finer resolution
than the contrast of all waves.

9 Conclusion

Owing to wave refraction by surface currents, ocean fronts are routinely observed
on images of sea surface roughness. In this paper, we discuss a simplified and
efficient framework to help interpret the observations. As proposed, the conserva-
tion of action is linearized with a relaxation time approach and the overall surface
roughness contrast is reduced to wave mss anomalies.
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Two types of fronts are discussed: a front with acrossfront current divergence
and a front with alongfront current shear. Neglecting the wave propagation, these
fronts will appear through their divergence and through their strain in the wind
direction.

The impact of wave propagation is highlighted, as well as the impact of wave
breaking and the associated generation of short waves. Wave propagation appears
to reduce and shift the roughness anomalies in the propagation direction. Yet, it
does not qualitatively change the roughness anomalies, except in the specific case
of alongfront current shear with alongfront wind, where dipole anomalies appear.
The impact of wave breaking links the short waves to the longer breaking waves.
Short waves then become sensitive to the current gradient along the wind direction
instead of the current gradient along their own propagation direction. Furthermore,
now bound to longer wave modulations, short waves then exhibit a relaxation
length scale two orders of magnitude longer than their own relaxation scale.

The present analysis framework can thus lead to practical analysis strategies, and
can help in combining different observations to more efficiently uncover the upper
ocean dynamics at finer spatial scales. As suggested, an azimuthal diversity (up-
wind and crosswind) would likely help to distinguish and interpret the surface
roughness contrast manifestations. As well and already reported for radar signals,
the use of polarization sensitivity can also quite directly lead to better discriminate
and interpret contrasts associated to breaking waves. Following this analysis, future
investigations will be directed toward improving our ability to more unambiguously
retrieve surface deformation field from combined high-resolution optical and radar
images.
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The Impact of Near-Surface Salinity
Structure on SMOS Retrievals

K.T. Walesby and B. Ward

Abstract The European Space Agency recently launched their Soil Moisture and
Ocean Salinity (SMOS) mission, providing measurements of sea surface salinity on
a global scale for the first time. However, SMOS is only able to sense the upper
1 cm of the ocean, and there are questions as to how representative this point
measurement is of the upper several metres of the water column. Here we present
results from investigations into near-surface salinity structure. These observations
were made using a novel, upwardly rising, microstructure profiler and the data came
from the tropical North Atlantic Ocean. Analysis is presented whereby the in situ
data was used to quantify the strength of near-surface salinity gradients in this
region. A comparison was also conducted between the in situ observations and the
co-located SMOS Level 3 data. This showed that the difference between these two
datasets was normally larger than the salinity gradients seen in the upper 5 m of the
ocean. Effectively, this implies that near-surface salinity gradients cannot explain
the discrepancy between the two datasets. Future research is required to repeat this
analysis using higher temporal resolution Level 2 data.

1 Introduction

One of the most robust predictions of the climate models is for an intensification in
the global water cycle [15]. This change is linked to the fact that a warmer
atmosphere is able to contain more moisture within it. Interestingly, however,
land-based measurements have thus far been rather inconclusive in detecting this
expected trend [5, 9]. It must be remembered that the bulk of the global hydro-
logical cycle takes place on or above the ocean. For example, 86 % of the
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evaporation and 78 % of the precipitation on this planet occur here [15]. Thus,
although much of the scientific interest in this intensification of the hydrological
cycle understandably concerns changes over land, a balanced perspective of this
issue requires consideration of the ocean too. Recent research has provided evi-
dence that the global water cycle over the ocean may, indeed, be intensifying [6].

Naturally, making in situ observations over the ocean presents considerable
technical and logistical challenges. However, a possible way forward uses changes
in sea surface salinity as a proxy for precipitation changes [14]. The launch of the
European Space Agency’s Soil Moisture and Ocean Salinity (SMOS) mission
permitted the accurate determination of sea surface salinity on a global scale [13]. In
areas where there is an excess of precipitation over evaporation, there will be a
corresponding freshening of the surface waters. In contrast, an excess of evapora-
tion over precipitation will result in an increase in sea surface salinity. In other
words, this approach seeks to use the ocean itself as a rain gauge [14].

This satellite-based approach has one significant uncertainty. Sea surface salinity
is not solely determined by the balance of evaporation and precipitation, as was
presented in the above picture. Instead, surface salinity can be redistributed hori-
zontally by advection, and vertically by a variety of turbulent mixing processes. The
effects of these must be properly understood, under a range of conditions, if the
above approach is to be used.

Since vertical mixing processes in the upper oceanic boundary layer, and their
associated impact on sea surface salinity (SSS) retrievals by SMOS, are the key
focus of this study, a review of these processes is provided in Sect. 2. The different
datasets used in the analysis presented here are described in Sect. 3, with particular
emphasis on the novel instrumentation used. Finally, Sect. 4 reports the results
found by this study and discusses their implications for SMOS.

2 A Review of Upper Ocean Mixing Processes

Since mixing in the upper ocean is central to this investigation, there follows in this
section a short introduction to important aspects of some of these processes.
Figure 1 shows a stylised schematic of the turbulent processes found in the upper
ocean. Several of the most relevant processes to the work presented here are
described in more detail in the following subsections. Thorpe provides a fuller
review of mixing processes found in the upper ocean [18].

2.1 Surface Waves

That the state of the ocean surface is influenced by winds in the atmosphere is a
matter of common experience. The effects of the wind on the sea do not cease at the
air—water interface, but instead can be seen through much of the upper oceanic



The Impact of Near-Surface Salinity Structure on SMOS Retrievals 71

Surface waves, whitecapping, and bubble injection

. Langmuir
Convection [ ¢jrcylations

Double diffusion

Internal waves

Thermocline

Fig. 1 A stylised schematic indicating the major mixing processes in the upper oceanic boundary
layer. The position of the thermocline—a sharp gradient in temperature which inhibits mixing with
the oceanic interior—is indicated

boundary layer (OBL). Wind-generated waves represent one of the most important
sources of turbulent kinetic energy in the upper OBL. Atmospheric winds blowing
over an initially flat sea surface form a kind of two-fluid shear instability. The winds
follow the surface of the sea, with the flow pattern resulting in differential pressures
on the windward and leeward sides of a wave. This wave energy can then be
dissipated by wave breaking.

Large breaking waves are associated with whitecaps and foam, and can thus be
detected visually. Wave breaking also occurs on smaller scales, however, and this
does not have a visual signature. Microscale wave breaking has been shown to be a
fundamental physical mechanism contributing to gas transfer across the air—sea
interface [21]. These small-scale breakers can also have a significant impact on the
momentum and energy budgets. Video-based techniques have been used to study
breaking waves. Such studies have reported whitecaps accounted for 11-17 % of the
momentum flux, with small-scale breakers being responsible for the remainder [7,
11]. Determining the prevalence of small-scale breaking remains a research priority.

One of the effects of wave breaking is to inject momentum into the OBL [1].
Generally, however, the effects of wave breaking are only felt in the upper few
metres of the ocean. Despite this comprising only a relatively small portion of the
upper OBL, they play a crucial role in determining the evolution of this layer, and
by extension, the wider ocean, weather and climate [10]. An important consequence
of wave breaking is that turbulence production in this surface region is dominated
by the turbulent kinetic energy flux. In contrast, the equivalent region of the
atmospheric boundary layer (ABL) is dominated by shear production [17].

2.2 Internal Waves

Waves can also exist below the surface and are known as “internal waves”.
Fluctuations in wind velocity can result in oscillations at near-inertial frequencies.
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Close to the coast, tidal forcing can also be important. These oscillations are found
throughout most of the upper ocean, but are thought to be especially important
sources of mixing at the thermocline since momentum rapidly diffuses through the
mixed layer and is focused here. This increased concentration of shear increases the
probability that some of these internal waves will break down to form turbulence.
An example of this was observed using a microstructure profiler in the Labrador
Sea [19]. Wain and her colleagues measured elevated levels of turbulence at the
crest of one of these waves, associated with a breaking event. This indicates that
such waves may be an important source of turbulence in this region.

The most common, and well-known, mechanism by which internal waves dis-
sipate is by the Kelvin—Helmholtz shear instability. This occurs as a consequence of
the effect that the superposition of random internal waves has on the local
Richardson number (Ri). Ri gives an estimate of the likelihood of turbulence
occurring in a particular flow. Physically, it represents the ratio of the buoyancy to
shear terms in the turbulence kinetic energy budget. Shear associated with the
passing of an internal wave is thus in competition with the stabilising effect of
stratification in the OBL. When this balance leads to the local Ri dropping below a
critical value (generally 0.25), the onset of turbulence can occur [12]. The Kelvin—
Helmholtz shear instability comes about once Ri becomes subcritical. Then the
inertial shear forms distinct vortices or “billows”. When viewed in cross-section,
these appear like surface water waves breaking on the seashore. Eventually, these
overturn and are dissipated as turbulent mixing. Some of these turbulent motions
themselves go on to generate further high-frequency waves.

2.3 Convective Mixing

Convection is another important turbulence production process within the oceanic
boundary layer. It acts to redistribute fluid parcels vertically. Fluid parcels at the
surface lose heat to the atmosphere and eventually sink, moving cool water
downwards. The depth to which a fluid parcel sinks is determined by the local
stratification. The motion of these convective plumes acts to generate small-scale
turbulence. Typically, this surface cooling will occur at night. Observations of this
have been reported previously [3, 4]. It is not, however, solely a nocturnal phe-
nomenon. Surface density can increase sufficiently to trigger convection due to the
effects of synoptic weather features (e.g. cold air outbreaks), and there is also
usually a strong seasonal cycle [8]. In the ABL, convection is governed by tem-
perature differences with height. Within the ocean, water density is controlled by
both temperature and salinity. This means that convection here can also be triggered
by an excess of evaporation over precipitation.

During the day, heating caused by incoming solar radiation reduces the density
of the water close to the surface. This acts to stabilise the water column and
suppress convection. Similarly, when precipitation exceeds evaporation the
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near-surface water becomes freshened, reducing its density, and again convection is
suppressed. The most significant effect of convective circulations is to mix prop-
erties such as heat and bubbles which have travelled across the air—sea interface
from close to the surface to throughout the mixed layer. There is a corresponding
upward flow within a convective cell which returns water from depth to the surface.

3 Methodology
3.1 ASIP

Investigation of near-surface salinity gradients requires an instrument capable of
profiling turbulence within the upper oceanic boundary layer with very high res-
olution. The Air-Sea Interaction Profiler (ASIP) is an autonomous, upwardly rising,
microstructure profiler which is extremely well suited to this task. It was developed
by the National University of Ireland, Galway and is the main experimental tool
which will be used here [20].

ASIP allows the measurement of small-scale fluctuations in temperature, con-
ductivity (used, together with temperature, to calculate salinity), velocity shear
(from which dissipation of turbulent kinetic energy—e¢—can be estimated) and
various biological variables. ¢ provides a measure of how turbulence levels vary
with depth through the water column. When ASIP reaches the surface at the end of
each profile, its onboard global positioning system (GPS) transmits the coordinates
of its position by satellite.

ASIP carries a mixture of fast and slow frequency instruments for temperature
and conductivity. There are two fast-response temperature thermistors and one for
the fast-response conductivity sensor (all by Sea-Bird Electronics, and modified by
Rockland Scientific Instruments). In order to measure temperature and conductivity
at almost the same point, and thereby determine salinity with as much precision as
possible, one of these thermistors was located approximately 1 mm from the
conductivity sensor (Fig. 2).

The disadvantage of the fast-response microstructure sensors is that they require
continuous calibration. The slow-response instruments on ASIP consist of a CTD
(Conductivity—Temperature—Depth) and NBOSI (Neil Brown Ocean Sensors, Inc.).
Although the slower response of these sensors—particularly the CTD—means they
are not able to capture turbulent variability with the same resolution as the
microstructure instruments, they do have more temporally stable calibrations. This
means that the microstructure instruments could be re-calibrated using the CTD
after each ASIP profile.
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Fig. 2 a A schematic of ASIP outlining several key features. b ASIP floating at the surface, prior
to beginning a profile in the tropical North Atlantic

3.2 SPURS Cruises

The field-work element of this project consisted of examining data from a cruise in
the tropical North Atlantic Ocean. This cruise formed part of the larger project,
Salinity Processes in the Upper ocean Regional Study (SPURS), and was termed
Strasse (August—September 2012). The aim of this expedition was to bring together
satellite measurements of sea surface salinity with high-quality oceanographic
measurements, thereby allowing either side of the air—sea interface to be intensively
probed. It also offered the opportunity to validate the satellite measurements against
in situ data.

SMOS uses L-band frequency radiometry to estimate salinity in a surface layer
of the order of 1 cm thickness. Since most in situ measurements occur over a depth
range from 1 cm to a few decimetres, the challenge here was to understand the
gradients in salinity which exist in this region. ASIP was deployed several times
during Strasse, yielding hundreds of profiles in total.
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3.3 SMOS Data

For this project, SMOS Level 3 products were used. These were produced by the
SMOS Barcelona Expert Centre and are available online [16]. These data were
binned into 3-day averages, located on a 0.25° x 0.25° resolution, global grid.

4 Results and Discussion

4.1 ASIP Dataset from the Strasse Cruise

In this section, some general analyses from ASIP data collected during the Strasse
cruise are presented. Conclusions of particular relevance to SMOS retrievals of SSS
are highlighted. Figure 3 displays contour plots of temperature, salinity and log(e)
over the course of all seven ASIP deployments during Strasse. These plots provide
an overview of the conditions which prevailed during Strasse, and the high-quality
measurements which ASIP was able to make, right up to the air—sea interface.

In the top panel of Fig. 3, the diurnal variation in temperature can be seen, with
warming occurring during the daytime, and surface cooling at night which results in
buoyancy loss and convective mixing. The salinity data shows the very salty waters
which were found in the Strasse region (Fig. 3). The salinity variations seen in this
time series are a consequence of a combination of diurnal effects, and ASIP
crossing boundaries between different water masses. This issue will be revisited
later in this section. The bottom panel in Fig. 3 shows a contour plot of log(e).
Again, this variable displays some diurnal dependence. During daytime, most of the
turbulence is often confined to a relatively shallow layer close to the surface. During
the night, the turbulence is able to penetrate to a much greater depth (>30 m),
although this picture also varies somewhat with conditions.

In an attempt to remove the water mass variation effect and isolate any possible
diurnal cycle in salinity, all of the data from the Strasse cruise shown in Fig. 3 were
binned by time in order to generate a composite diurnal cycle. The results of this
analysis are displayed in Fig. 4.

The diurnal cycle, which was seen for temperature in Fig. 3, is confirmed by the
composite data. During the daytime, incoming solar radiation warms the upper
several metres of the water column and stratifies this water. Under nocturnal con-
ditions, the water column becomes well mixed.

In contrast, the composite salinity data still does not show a strong diurnal cycle.
In addition, several abrupt changes in salinity are apparent over the course of this
composite day. The likely explanation for this is that any diurnal cycle which may
be present is small, and is masked by the variations in salinity due to changes in
water mass.

Also plotted in Fig. 4 is a black line which represents at which depth the local
salinity anomaly (with respect to the surface) first exceeded 0.05 PSU. The depth at
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which this threshold was exceeded was calculated individually for each profile,
before a mean was calculated for each hour of the composite day. This procedure
largely removes the effect of water mass variations. This provides a simple measure
of the strength of near-surface salinity gradients—with clear consequences for the
representativeness of SMOS retrievals of SSS. When these gradients are strong, this
threshold is exceeded at a very shallow depth. Under more homogeneous condi-
tions, this threshold is only crossed at greater depths.

Interestingly, this metric does appear to show a diurnal cycle which is readily
understood. Under daytime conditions, solar heating leads to both near-surface
stratification and enhanced evaporation. This generates increased salinity close to
the surface, and the ASj gspsy threshold is within 2 m of the surface. In contrast, the
well-mixed layer which is found during the night—once the surface waters have
lost sufficient buoyancy by cooling—means that this threshold is now exceeded at
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depths in excess of 5 m. This analysis indicates that SMOS measurements of SSS
are least representative of the mean salinity in the upper oceanic boundary layer
during the daytime, and most representative during the latter portion of the night.

This conceptual view is neatly illustrated by the ASIP data collected during
Deployment 7. Although salinity variations for most of the deployments shown in
Fig. 3 were driven by water mass changes, a small diurnal cycle appeared to be
present in Deployment 7. Contour plots for temperature, salinity, density and ¢ are
all shown in Fig. 5. The diurnal cycle in heating over the upper few metres of the
ocean is apparent here. There is also a small cycle in salinity too (~0.05 PSU), with
salinity close to the surface increasing during the daytime. This variation slightly
lags behind the temperature cycle. This is expected, since both the surface strati-
fication and enhanced evaporation are instigated by the daytime solar heating, and it
is these processes which result in the near-surface salinity increase.

During the daytime, temperature and salinity changes have competing effects on
the near-surface density. Figure 5 also shows that the density-reducing effect of
solar heating dominates, and the near-surface water becomes stably stratified during
the day, isolating this layer from the underlying water and allowing evaporation to
increase the salinity at the near-surface. After sunset, surface cooling leads to the
surface density increasing until the onset of convective mixing. The signature of
this mixing can be seen in the dissipation data, as the turbulence penetrates to
depths of 30 m during the latter portion of the night, prior to restratification.
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Fig. 5 Contour plots of (from
top) temperature, salinity,
density and log(¢) for a single
ASIP deployment during
Strasse. This deployment
shows evidence of a diurnal
cycle in salinity, a
consequence of the stratified
near-surface layer which is
formed by daytime solar
heating
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4.2 Comparison Between ASIP and SMOS Data

In this section, the ASIP data from the Strasse cruise was compared against the
appropriate SMOS Level 3 data. As was described in Sect. 3.3, this satellite data
was provided in 3-day averaged bins at 0.25° resolution. This clearly created a
mismatch in temporal resolution with the ASIP data—which profiled every
5-10 min—that should be borne in mind in the analysis which follows.

For an initial comparison between ASIP and SMOS, SSS maps of the area
surrounding ASIP were produced for each ASIP deployment (Fig. 6). The ASIP
measurement of near-surface salinity was based on the mean of the upper 0.5 m of
each profile. Salinity, as measured by the thermosalinograph (TSG) on board the
ship, is also plotted. Figure 6 provides an estimate of the variability in surface
salinity in the region ASIP was deployed.

It can be seen that this particular ASIP deployment took place in particularly
salty and uniform water, although to the east and west the surface salinity became
more heterogeneous. A direct comparison of the SMOS data immediately around
ASIP reveals some considerable differences of up to 0.3 PSU. The TSG data tends
to support the ASIP measurements, and provides a measure of the spatial variations
in near-surface salinity which were not picked up by SMOS. This can partly,
however, be explained by the 3-day averaging the SMOS data undergoes.

In order to investigate this further, and provide a more quantitative analysis of
the SMOS-ASIP difference, a method had to be developed to compare SMOS
Level 3 data with ASIP measurements. The approach used here involved averaging
all the ASIP data for each deployment (generally approximately 36 h in duration),
yielding a single salinity measurement for each (with an associated standard
deviation). The ASIP profiles were sampled to provide measurements of salinity at
depths of 1 cm and 1 m.
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Fig. 6 Comparison between salinity as measured by SMOS, ASIP (average of upper 0.5 m of
each profile) and the shipboard TSG (nominal 5 m depth) for a single ASIP deployment. The
left-hand panel shows the large-scale satellite picture. The right-hand panel shows the area
immediately surrounding ASIP, with ASIP/TSG data plotted in filled squaresicircles
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Fig. 7 Time series of salinity for all deployments during the Strasse cruise. SMOS data is shown
in blue, and ASIP data from depths of 1 cm/1 m are plotted in red/green. The circular markers
represent the mean, and the shaded area one standard deviation either side of this

The SMOS data is provided in grid boxes 0.25 x 0.25° wide, and clearly ASIP
did not always remain within any single one of these boxes for the entire
deployment. For this reason, a small acceptance window was defined for each ASIP
deployment, which extended 0.25° either side of the maximum/minimum ASIP
latitude/longitude for that deployment. These SMOS data were then averaged to
provide a mean and standard deviation which could be compared with ASIP.

The results of this comparison are presented in Fig. 7. Interestingly, both sets of
ASIP measurements lie beyond one standard deviation of the SMOS data for most
ASIP deployments. Indeed, the ASIP-SMOS discrepancy was frequently an order
of magnitude greater than the difference between the two ASIP datasets. However,
this discrepancy was also close to the accuracy of 0.2 PSU which SMOS aspires to
(when averaged over Global Ocean Data Assimilation Experiment (GODAE)
scales, see [2]).

In one sense, this is an encouraging result: it implies that, at least in this
evaporative region of the ocean, near-surface salinity gradients are relatively small
and these cannot explain the ASIP-SMOS difference. This is further supported by
Fig. 8, which shows the difference between salinity anomaly (with respect to the
surface) measured by ASIP at depths of 1 and 5 m, for a single, representative ASIP
deployment. It is, however, very important that the reasons for the large difference
between the ASIP and SMOS time series be investigated further. This would cer-
tainly require analysis of SMOS Level 2 data, with careful co-location of satellite
and ASIP time series.
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Fig. 8 Salinity anomaly (with respect to the surface), as measured by ASIP during a single,
representative deployment during Strasse. The solid/dashed lines present the anomaly at depths of
1 and 5 m. Comparison with the results in Fig. 7 indicates that near-surface salinity gradients are
unable to explain the differences seen between ASIP and the SMOS Level 3 salinity data

5 Summary and Future Work

This report has summarised investigations into how mixing processes in the upper
oceanic boundary layer impact on near-surface salinity gradients. This issue was
investigated using a novel, upwardly rising microstructure profiler, known as the
Air-Sea Interaction Profiler (ASIP), and SMOS Level 3 data. An ASIP dataset from
the tropical North Atlantic Ocean was analysed and presented here. This cruise
formed part of the larger initiative, Salinity Processes in the Upper ocean Regional
Study (SPURS), which took place in the tropical North Atlantic Ocean.

Contour plots of temperature, salinity and dissipation rate of turbulent kinetic
energy (&) were presented for the entirety of this cruise. Unusually, these data were
acquired right up to the surface—a consequence of the novel instrumentation and
platform used in this study. A clear diurnal cycle in temperature and dissipation rate
was observed. The variations seen in near-surface salinity were less clear, and were
apparently caused by a combination of diurnal forcing and water mass changes (as
ASIP drifted with the currents and waves). All of the data from the seven ASIP
deployments during Strasse were combined to yield a composite diurnal cycle. This
analysis showed that near-surface gradients in salinity were, on average, larger
during daytime than at night. This was explained by the enhanced evaporation rates
which were seen during the daytime, and data from one deployment demonstrated
this particularly clearly. Comparisons between ASIP measurements of salinity and
SMOS Level 3 data were also carried out. These showed that ASIP-SMOS dif-
ferences were significantly larger than the salinity gradients observed over the upper
5 m of the ocean. Effectively, this implies that near-surface salinity gradients cannot
explain the discrepancy between these data.
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SMASPARES-SMOS Data Assimilation
for Parameter Estimation in Radiative
Transfer Models

Carsten Montzka, Cho Miltin Mboh and Kathrina Rétzer

Abstract The validation of the SMOS Level 2 soil moisture product in the Rur and
Erft catchments, Germany, showed that two main directions for enhancement should
be followed: (i) improving radio frequency interference (RFI) mitigation strategies,
and (ii) improving the parameterization of the radiative transfer model (RTM).
Therefore, in this chapter two methods are developed to investigate the character-
istics of RTM parameters, with a strong focus on soil surface roughness and vege-
tation opacity. One approach uses a dual state-parameter estimation technique in a
data assimilation environment to select adequate parameters. It is a one-dimensional
synthetic experiment neglecting spatial pattern of soil moisture as well as parame-
ters. The spatial scale comes into play by investigating the feasibility of parameter
estimation from synthetic disaggregated SMOS brightness temperature time series
for the Rur and Erft catchments. A new partial grid search approach to parameter
estimation (PAGSAPE) is developed in order to reduce computational cost com-
pared to ensemble methods, which is important for future global applications.

1 Introduction

The objectives of European Space Agency’s (ESA’s) Soil Moisture and Ocean
Salinity (SMOS) mission over land are to provide soil moisture observations for
weather forecasting, climate monitoring, and investigating the global freshwater
cycle [1, 2]. SMOS has been providing two-dimensional brightness temperature
images of the Earth surface at a frequency of 1.4 GHz (L-band) since it was
successfully launched in November 2009 [2]. The SMOS level-2 processor contains
a radiative transfer model (RTM) that generates soil moisture from SMOS
brightness temperatures (Th). The necessary parameters are either obtained through
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auxiliary data products, e.g., forecast and analyses fields from The European Centre
for Medium-Range Weather Forecasts (ECMWF), or from the peer-reviewed lit-
erature [3]. Prior to the launch, the optimization of L-MEB (L-band Microwave
Emission of the Biosphere) model for different surfaces has been addressed by
numerous studies, most of which were based on the analysis of ground-based and
airborne L-band data, e.g. [4—12]. During the lifetime of the mission, the processor
has been continuously improved based on extensive validation work.

However, the accuracy of the retrieval can be limited through uncertainties in the
(1) observations, (2) microwave emission model, (3) prescribed state variables, and
(4) parameter fields. These errors can be systematic and static, e.g., a wrong soil
classification at a given location, systematic and temporarily varying, e.g., a sea-
sonal bias in the soil temperature data, or random, e.g., instrument noise. These
uncertainties in the observations, the forward model, and the auxiliary data will
manifest themselves in systematic and random errors in the retrieved state variables,
i.e., soil moisture and vegetation water content. Random uncertainties are partly
considered by the SMOS Level 2 processor in that the accuracies of the observa-
tions and the retrieved state variables can be specified. However, systematic
uncertainties can hardly be addressed in current retrievals.

In this chapter we first evaluate the accuracy of the SMOS Level 2 soil moisture
product in the Rur and Erft catchments, Germany, for the years 2010-2012. We then
present two methods to estimate RTM parameters for enhanced soil moisture
retrieval from SMOS. The first is based on a particle filter data assimilation proce-
dure, presented for a single pixel, whereas the second is a partial grid search
inversion approach with data assimilation capabilities presented with a
two-dimensional spatial application for the Rur and Erft catchments. The develop-
ment of this second method was necessary, because ensemble methods, especially
the particle filter, are known to be extremely computationally expensive.

2 The Rur and Erft Catchments

The study area consists of catchments of the rivers Rur and Erft and is located at the
Belgian—Dutch—German border region near the city of Aachen (Fig. 1). The Ruris a
tributary of the river Meuse and the Erft of the river Rhine. With a total area of
4125 km?, the region has a wide range of land use, soil types, and meteorological
characteristics [13].

In the northern part the soils mainly evolved from loess deposited by the rivers
Rhine and Meuse. The annual precipitation is about 650—850 mm, the land cover is
mainly fertile agricultural lands. The southern part of the region covers the bedrock
of the Eifel Mountains and is characterized by an annual precipitation of about 850—
1300 mm with dominant forest and grassland vegetation [13]. The study area is
particularly interesting for this kind of investigation due to the presence of several
Terrestrial Environmental Observatories (TERENO) sites (e.g., Selhausen,
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Wiistebach, Rollesbroich) which are highly instrumented to provide a wide range of
in situ data [14]. In situ soil moisture of these test sites was used for the validation
of the soil moisture reference [15, 16].

3 SMOS L2 Accuracy in the Rur and Erft Catchments

The SMOS Level 2 soil moisture product, derived with the SMOS Level 2
Processor for Soil Moisture version 5.51 [17], is validated for the Rur and Erft
catchments in the west of Germany for the years 2010-2012. As reference soil
moisture, output from the hydrological model WaSiM-ETH [18] is used. The
grid-based hydrological model calculates soil moisture in hourly time steps and a
horizontal spatial resolution of 200 m, which is then averaged over the extents of
the pixels of the SMOS product. The soil is discretized in five layers from which the
topmost layer of 0-5 cm is used, in order to take into account the penetration depth
of the L-band microwave sensor. We gave preference to a modeled reference rather
than to in situ data, as then it is possible to investigate a larger area with pixels for
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which no in situ data is available. Additionally, scale differences of remotely sensed
and in situ soil moisture could bias the results.

Comparison of time series of the SMOS soil moisture product to the modeled
reference showed that SMOS is able to catch the trend of the model, but, especially
for the pixels in the southern part of the study area a substantial bias gets visible.
Correlation analysis exhibited an overall correlation coefficient of 0.28 for the three
years. The development of the correlation coefficient over the seasons (Fig. 2a)
shows an increase from 2010 to 2011. This is probably a result of ESA’s effort to
detect sources of radiofrequency interferences (RFI), which led to the switch off of
many sources in the beginning of 2011 [19]. For 2012 the correlation decreases
again, as a new RFI source was detected in Poland in summer 2012, while the low
correlation in spring is probably caused by inaccuracies of the soil moisture ref-
erence. For all years the correlation decreases from spring to autumn. The decrease
from spring to summer can be explained by the increase of vegetation biomass,
which attenuates the microwave signal from the soil. The further decrease of cor-
relation coefficients in autumn could indicate problems with the parameterization of
litter or with the flagging of snow and frost, because in theory the decreasing
influence of the vegetation canopy should lead to increasing correlation coefficients.
Local frost or snow occurrences, which are not present in the coarse-scaled aux-
iliary data from ECMWF, could be an explanation for that.

The spatial distribution of correlation coefficients in the study area (Fig. 2b)
shows values of up to 0.62, with the lowest values of less than 0.30 in the north-
western parts of the study area. Comparison with the distribution of probability of
RFI exhibits high similarities: correlation coefficient of the correlation coefficient
reference/SMOS and RFI probability of the pixels is —0.82. This demonstrates
further a strong influence of RFI on correlation in the study area despite RFI
filtering in the data. The SMOS soil moisture product shows a dry bias compared to
modeled soil moisture. This bias is more or less constant over the seasons in the
three years of the study period (Fig. 2a). A clear distinction is visible between the
northern and southern part of the study area (Fig. 2¢). The southern part of the study
area shows bias up to 0.20 m®> m > and higher, in the northern region they are
constantly lower than that with values up to 0.10 m®> m™>. This distribution was
already reported in Montzka et al. [20, 23] for the time period of May and June
2010, which was in the commissioning phase of SMOS. This study makes apparent
that the dry bias is a temporally stable phenomenon.

The situation improved with the implementation of Mironov Dielectric Mixing
Model [21] in the Level 2 soil moisture processor version 5.51 with an absolute
decrease of the bias of 0.04 m> m™> , respectively, for all seasons of the years 2010
and 2011, as well as for the whole years, in comparison to soil moisture retrieved in
the processor version 5.00 (not shown), which used the Dobson model [22].
However, the remaining bias is still considerable. The temporal consistency and
spatial variability of the bias indicate that the reasons are topographic differences or
parameterization of different kinds of land use or other spatially distributed input
parameters to the retrieval model rather than accuracy levels of the vegetation
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Fig. 2 Seasonal correlation coefficients and biases of modeled soil moisture and SMOS soil
moisture product for all pixels completely located in the study area (a), and spatial distribution of
correlation coefficients (b) and bias (c) in the study area

opacity retrieval over the year or the variations of RFI in the region, which also
show temporal variations due to the RFI probability given in the SMOS product.

In general the validation of the SMOS soil moisture products in the Rur and Erft
catchments through a modeled reference gives promising results, as it is able to
reproduce the trend of the modeled reference quite well. A challenge will be to deal
with the problems caused by the dry bias, which is temporally stable, but shows
considerable spatial differences.

4 Radiative Transfer Parameter Estimation
in a 1D System

In order to reduce the bias and improve the overall SMOS soil moisture retrieval
accuracy, a synthetic one-dimensional data assimilation experiment is performed.
An in situ soil moisture and soil temperature reference is used to drive a RTM. By
assimilating synthetic SMOS Tb, RTM parameters can be adjusted in an opera-
tional manner. The aim of this experiment is to retrieve temporally changing
vegetation opacity t and constant soil surface roughness &s in the presence of a
systematic difference in the simulated Th. More details about this experiment can
be found in Montzka et al. [23].
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4.1 Experimental Design

The hydrological model HYDRUS-1D was forced with meteorological data from
the station in the city of Aachen (50.78°N, 6.09°E, 202 m ASL) for the year 2010 to
generate soil moisture and soil temperature time series. The soil was parameterized
according to the three horizons luvic cambisol [24, 25] of the TERENO test site
Selhausen. The precipitation and air temperature forcing data were perturbed to
generate ensembles with 1000 members mimicking the typical forcing uncertainty.
This results in uncertain top soil moisture (—2 cm) as well as soil temperature
(=2 and —50 cm) input for the RTM. The resulting uncertainty in the modeled soil
moisture data is comparable to the envisaged accuracy of 0.04 m* m™> for the
SMOS and SMAP missions.

In general, the soil penetration depth of microwave sensors such as SMOS is a
function of dielectric permeability and electrical conductivity which will be mainly
influenced by soil moisture, and is therefore not constant in time and space.
Nevertheless, Kerr [26] stated that the penetration depth can be assumed to be
approximated as the average over the first 5 cm. In order to simulate this condition,
the computed soil moisture from the HYDRUS outputs is averaged over the first
5 cm. In order to mimic the typical temporal sampling of a spaceborne instrument
operating in a sun-synchronous polar orbit we selected data every three days, in this
case simulations for 6:00 a.m. local time. In addition, a random error of 2 K has
been added to the Th computations to mimic instrument noise.

The RTM used here is the L-band Microwave Emission of the Biosphere Model
(L-MEB) L-MEB proposed by [27]. L-MEB parameters are sampled uniformly in
their feasible range. Here the Latin hypercube sampling [28] without any further
constraints is used to generate the plausible initial parameter sets. Then model states
replicates and the parameters ensemble are incorporated in the L-MEB model and
forwarded in time. A Sequential Importance Resampling Particle Filter (SIR-PF) is
applied to assimilate synthetic SMOS observations. A persistent overestimation of
simulated Tb by a factor of 5 % was assumed simulating a typical offset as reported
in the previous section. The prior “bias” uncertainty range is £20 %, i.e.,
Thbpiased = Thgue = 0.2 * Thyye. After calculating the weight vector for the model
states, resampling is applied not only for the states but also for the parameters. The
parameters include temporal variable T (two growth cycles with harvest), temporal
stable hs, and the systematic difference term. We adopted the procedure by
Moradkhani et al. [29], who recommended a minor parameter particle perturbation
after each assimilation step to avoid sample impoverishment. Here we used a minor
perturbation value of 2 % of the prior parameter range.
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Fig. 3 Simulated “true” Tb, simulated Tb observations in ascending node (morning overpass)
with +5 % bias and particle filtering result

4.2 Results of the 1D Experiment

Figure 3 shows the “true” Tb and the 5 % “bias” of simulated L-band Tb. The latter
are placed at the top border of the diurnal Tb cycle, which is not plausible for
SMOS ascending node data for the simulated region. Nevertheless, the SIR-PF
result accounts for the systematic difference in simulated Th observations and
represents colder day times which occur in the early mornings.

Moreover, the two growth cycles were visible by relatively higher Tb, which are
rapidly reduced during harvest. In general, the SIR-PF was able to correctly follow
the vegetation growth, but after harvest and the following period a systematic
discrepancy occurred in terms of a time delay of assimilated Tb compared to the
“simulated truth.” This behavior could be explained by the uncertainty evolution of
T and hs (Fig. 4). While T was able to follow the dynamic growth of the vegetation,
harvest and corresponding large change of opacity were too abrupt to be estimated
in time. One reason for this temporal mismatch is that the assimilation was per-
formed only every 72 h. The second reason is that after several resamplings during
the stable growth season the uncertainty of T was strongly reduced with all particles
having a value of T ~ 0.3 and without particles with T ~ 0. The minor parameter
perturbation, which was implemented to account for sample impoverishment,
helped to change 1 to a correct level. It took approximately 10 days until the correct
t was retrieved. This type of delay was expected; an immediate response would
only be possible if the model predictions were very uncertain while the measure-
ments were characterized by very small uncertainty. To a certain extent, As as well
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Fig. 4 Uncertainty evolution of t [—] (fop), roughness parameter hs [—] (middle), and bias [%]
(bottom). Shaded areas correspond to 95, 90, 68, and 10 percentile confidence intervals; red line
shows the average and the blue line the simulated true value

as the bias estimation compensated for inadequately estimated t during harvest. In
light of this reason we excluded the frozen soil conditions from the analysis. To a
certain extent, this problem can be solved by assimilation of multi-incidence angle
Tb observations in real SMOS data.

5 Radiative Transfer Parameter Estimation
in a 2D System

Also in a 2D system accurate estimates of the vegetation opacity and soil surface
roughness at the catchment scale are very important for the successful retrieval of
surface soil moisture from SMOS Tb. These parameters can be estimated from
SMOS Tb by inverse modeling or ensemble-based data assimilation systems which
compare Tb observations with corresponding simulations, subject to different
distributions of soil surface roughness and vegetation opacity until a close fit is
found. The simulations require a RTM which has to be forced with appropriate
meteorological, soil condition, and vegetation data surface data. Forcing data are
seldom perfect, they usually contain uncertainties. Just like other satellite products,
SMOS Tb observations are uncertain. It is therefore necessary to address these
sources of uncertainty in order to accurately estimate soil surface roughness and
vegetation opacity from SMOS Tb. In this work we numerically investigate the
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feasibility of estimating soil surface roughness and vegetation opacity in the Rur
and Erft catchments in Germany based on SMOS Tb simulated with the
Community Microwave Emission Modeling (CMEM) [21]. We propose a novel
grid search approach to parameter estimation which explicitly accounts for these
sources of uncertainty during the inversion for spatial and temporal evolution of soil
surface roughness and vegetation opacity in the Rur and Erft catchments.

5.1 Model Set up and Numerical Experiment

CMEM meteorological forcing includes snow depth in water equivalent (m), snow
density (kg/m3), soil temperature (K) for three levels, skin temperature (K), air
temperature (K), and volumetric soil moisture (m> m™3) for three levels. Soil
condition forcing includes surface geopotential (km), sand fraction (%), and clay
fraction (%). Vegetation forcing includes fraction and types of low vegetation,
fraction and types of high vegetation, leaf area index of low vegetation for each
pixel. These meteorological, soil condition, and vegetation input were then used to
force CMEM and simulate Tb at 1 km resolution with a temporal frequency of
3 days at 6:00 a.m. and a look angle of 40° to mimic the SMOS morning overpass.
These input data were generated from a 1 km resolution Community Land Model
(CLM [21]) set up for the region. Based on a plausible set of radiative transfer
model parameters (RTP, Table 1) for the Rur and Erft catchments, a noise-free input
data Th maps in horizontal and vertical polarizations were generated and the ref-
erence data set for the simulations was determined by considering an observation
error (Thy, ;o = Tb, + (Th, * Erry,), with Tb, being the simulated noise-free
L-band Tb at polarization p and Errr, being a vector of randomly sampled frac-
tions between —0.05 and 0.05. To account for forcing uncertainty, 10 of the input
fields were also corrupted with relative errors sampled within expected feasible
ranges (Fig. 5). An inversion scheme is set up to numerically investigate the fea-
sibility of retrieving the spatial and temporal evolution of the soil surface roughness
and vegetation opacity of the Rur and Erft catchments during the period of April—
September 2010. Sixty-three Tb maps were used and each map contains about 5287
grid cells with an average resolution of 1 km.

Taking the observation and forcing uncertainties into account, in addition to six
unknown radiative transfer model parameters (RTP = [blgpags, Pleropss D2grasss
TNAD.con» TNAD.decs O] see Table 1), the inverse problem of estimating the
spatio-temporal evolution of soil surface roughness and vegetation opacity maps
involves over 2 million unknowns. Cognizant of the ill-posedness of the inverse
problem, and the challenge involved in tackling such a highly multi-dimensional
problem, we propose a novel inversion method with a fairly good flexibility to handle
very high multi-dimensionality called partial grid search to parameter estimation
(PAGSAPE). In the PAGSAPE method, sensitivity curves for each of the unknowns
are generated while other unknowns are held constant and properties of the sensitivity
curves so generated are exploited to get plausible estimates of the unknowns.
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Table 1 Reference radiative  yapigple Parameter Value Ref.
transfer parameters used in
this study Hpol Vpol
Incidence % 40°
Roughness 10) 0 [27]
Neserops 0 -1 [27]
Nesgrass 1 0 [27]
Nec 1 2 [5]
Neon 1.75 0 [5]
0 0.3809 [27]
Hax 0.3 [23]
Vegetation O C3grass 0.05 0.05 [27]
@ C3crops 0 0 [27]
Wec 0.07 0.07 [27]
®con 0.08 0.08 [27]
bwy 0.41 [3]
wo 0.34 [3]
1D C3crops 1 2 [27]
1P C3grass 1 1 [27]
tDdec 0.49 0.46 [5]
P con 0.8 0.8 [5]
bl c3grass 0.0375 [27]
b1 3crops 0.05 [27]
b2 c3grass 0.05 [27]
b2 c3crops 0.05 [27]
Thad,dec 0.7 [5]
Thad,con 0.69 [5]

0, N, H,, and H,,,, are, respectively, the incidence angle, the
maximum soil roughness parameter, and the minimum soil
roughness parameter, while blcsgrasss Plcacropss P2c3grass: and
b2¢3erops are the Wigneron et al. [27] parameters for the low
vegetation opacity at nadir and tnap for 1S the optical depth for
high vegetation (txap.dec for deciduous forest and Tnap.con fOr
coniferous forest) at nadir

The feasible sampling range for each parameter is finely discretized into several
units. To generate sensitivity curves for the radiative transfer parameters (RTP), the
lower boundaries of the ranges of all other parameters (both RTP and forcing errors)
are considered as the first proposal. Each parameter is systematically varied within
its feasible range and forward model runs are performed while the rest of the
parameters are held constant. Equation 1 is used to compute objective functions
values for the variation:
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Fig. 5 Frequency distribution of the forcing data errors (relative). Errgry i, Errstys, Errra,
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1 N
OF, =05, |~ Z((Tbhau — Tbhi, (RTP))” + (Thvay — Tbv;“(RTP))Z) (1)
k=1

OF, is the overall root mean square deviation between N reference Th at horizontal
and vertical polarizations (Tbh,y,, Tbv,,) and their corresponding simulations
(Tbh},, Thv,). To generate the “pseudo sensitivity curves” for forcing data errors,
all points in the matrix of a considered forcing data field are simultaneously and
systematically varied within its feasible sampling range while the radiative transfer
parameters and other forcing data fields are held constant. Equation 2 is used to
estimate the vertical and horizontal observation errors (Errty,, Errr,,) and the
corresponding forcing error (Err,) for each input field. The sensitivity curves are
derived with respect to each point in the considered forcing data field under per-
turbation. This results in as many sensitivity curves as the number of observation
points. For static forcing fields, Eq. 2 is re-arranged and a pixel-wise minimum is
determined from the sensitivity curves of each point of the catchment over time.

OF, = |(Tbp,y (Erryy,) — Thpj, (Erry))| 2)

If the feasible sampling range of the error on each observation point is dis-
cretized into N units and the feasible sampling range of the error on each forcing
data point is discretized into M units, the estimation of the forcing error of each
point and the corresponding observation error of that point involves M forward runs
of CMEM and (2M x 2N) objective function evaluations in each inversion
loop. From the sensitivity curve of each parameter, another estimate X, of the
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parameter X,,;, obtained from the minimum of the sensitivity curve is possible by
applying the Newton’s method of optimization expressed as:

Xnew = Xmin - M (3)
OF; (Xumin)

where OF; (Xpmin) and OF,(X.,) are, respectively, the first and second derivatives
of the sensitivity curve evaluated at its minimum X,;,. The derivatives
OF| (Xpin) and OF,(Xy,) are obtained from the corresponding sensitivity curve
using a finite difference approximation about X,,;,. In this study we are however not
interested in parameter estimates from the Newton’s method. We instead use the
method to reduce the feasible sampling range of each parameter so as to enable
faster convergence to a plausible set of parameters.

By computing the first and second derivatives of the whole sensitivity curve with
respect to each point on the sensitivity curve, points along the sensitivity curve with
a positive second derivative fall in a region, which we will refer to in this work as
the Newton confidence zone (NCZ). The point of the NCZ with the smallest ¢
(where ¢ is the absolute difference between the point and its Newton—Raphson
estimate) value X, is considered trustworthy and is compared against X,;,, the
estimate based on the minimum of the sensitivity curve. If the X ,,;, differs from X
by more than 2AX, where AX is the discretization step of the parameter under
perturbation, X,.,;, is rejected in favor of X,y otherwise, X, is accepted and the
NCZ is also considered trustworthy. When X, is rejected in favor of X, the
whole feasible sampling range of the parameter is adopted as the NCZ. Parameter
estimates determined using this procedure are used as proposals for the next
inversion loop and a new set of sensitivity curves are generated again, while new
parameter estimates are determined again. This inversion procedure continues until
the parameter estimates do not change significantly over at least five inversion
loops. To speed up convergence the inversion is constrained within the narrowest
NCZ of each parameter as PAGSAPE proceeds to further loops.

5.2 Results of the 2D Experiment

Figure 6 shows the simulated soil surface roughness and vegetation opacity for the
Rur and Erft catchments for chosen days of the year while Fig. 7 shows the
post-inversion root mean square deviation for both parameters. Spatio-temporal
changes are noticeable especially for soil surface roughness (Fig. 6) and the
inversion results in a general improvement of predictions for soil surface roughness
and vegetation opacity in the north of the catchment. Such improvements are not
very remarkable in the south of the catchment. The lack of remarkable improve-
ments in the south of the catchment is due to dominant forest vegetation which
greatly attenuates SMOS Tb signals. Accurate estimation of soil surface roughness
and vegetation opacity also depends on accuracy of the forcing data. Figure 4 shows
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Fig. 6 CMEM-simulated soil surface roughness (a, c, e, g, and i) and vegetation opacity (b, d, f,
h, and j) in the Rur and Erft catchments for selected days of the year (Doy) in 2010
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Fig. 7 Post-inversion root mean square deviation of residuals for soil surface roughness (fop

panels) and vegetation opacity (bottom panels) in the Rur and Erft catchments

that the improvement of soil surface roughness and vegetation opacity estimates in
the north of the catchment is a response from the improvement of soil moisture and
temperature profiles in that part of the catchment. Compared to ensemble-based
data assimilations systems which can be used to handle similar problems, the
PAGSAPE is relatively more flexible and less computationally demanding. By
fixing all other parameters during the estimation of each parameter, the PAGSAPE
method avoids the curse of dimensionality and takes full advantage of the system
sensitivity to drive the search forward and escape from convergence issues ema-
nating due to parameter correlations.
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6 Conclusion and Outlook

In the Rur and Erft catchments, the correlation of the SMOS L2 product to a
modeled soil moisture reference is relatively larger in spring, but decreasing in
summer and further decreasing in autumn for the years 2010-2012. Here, a more
detailed analysis of the vegetation parameterization is suggested. A dry bias as
compared to the modeled soil moisture reference is relative stable and varies
between 0.15 and 0.19 m® m™>. These validation results indicate that there are two
aspects influencing the soil moisture product accuracy: (i) As an external source
RFI has a large impact on the accuracy level and needs to be adequately filtered,
and (ii) the parameterization of the RTMs needs to be improved. The latter issue
was addressed in this study by two parameter estimation approaches.

One suggestion presented in this chapter to enhance the accuracy of the SMOS
Level 2 soil moisture product is by means of data assimilation with dual
state-parameter retrieval. A parameter retrieval system within a data assimilation
framework for the L-band Microwave Emission of the Biosphere (L-MEB) model
is evaluated by a synthetic experiment. We analyzed the ability of the system to
estimate temporally constant as well as variable parameters, namely soil surface
roughness and vegetation opacity, in the presence of a systematic difference of
+5 % between synthetic true Tb and synthetic Tb observations. The analysis shows
a good performance to simultaneously estimate vegetation opacity, soil surface
roughness as well as this “bias”. Further enhancements may be obtained by con-
straining the “bias” estimation. Moreover, it was shown by Montzka et al. [23] that
real SMOS Tb observations in ascending node can be assimilated to L-MEB to
retrieve vegetation opacity, soil surface roughness, and the systematic difference.

Another suggestion to enhance the SMOS Level 2 soil moisture product is by
means of the PAGSAPE approach. This numerical case study of the Rur and Erft
catchments shows that it is feasible to obtain plausible estimates of the spatial and
temporal evolution of soil surface roughness and vegetation opacity from SMOS
Tb downscaled to 1 km. However, good estimates are mostly possible where the
vegetation is not too dense. Other studies [30] in the region indicate that radio
frequency interference is another factor which may hamper the retrieval of good
estimates of soil surface roughness and vegetation opacity from SMOS Tb. This
work also underscores the difficulty to expect in any attempt to estimate soil surface
moisture from Tb under dense vegetation based on Th. The PAGSAPE developed
for this study can be applied to the parameterization of other earth systems. Due to
its high flexibility to handle multi-dimensionality and relatively good rapidity, the
next step forward is to apply the method for the joint estimation of soil surface
roughness, vegetation opacity, and soil moisture at the catchment scale. This study
was based on L-band SMOS Tb simulations for a look angle of 40°. Another aspect
warranting investigation will be to explore the information content of more angles
in the feasible view range of about 20°-40°.
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