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Part I.

Introduction



1. About this document

1.1. Purpose and scope

SCIAMACHY is a joint project of Germany, the Netherlands and Belgium for atmospheric measurements.
SCIAMACHY has been selected by the European Space Agency (ESA) for inclusion in the list of instruments
for Earth observation research for the ENVISAT polar platform, which has been launched in 2002. After 10
years in space, the contact to the ENVISAT was lost on the 8th April 2012. On the 9th May 2012, ESA declared
the official end of the ENVISAT Mission. The SCIAMACHY programme was under the supervision of the
SCIAMACHY science team (SSAG), headed by the Principal Investigators Professor J. P. Burrows (University
of Bremen, Germany), Professor [.LA.A. Aben (SRON, The Netherlands) and Dr. C. Muller (BIRA, Belgium).
The Quality Working Group has been installed in 2007 to intensify the development and implementation of the
Algorithm Baseline for the operational data processing system of SCIAMACHY. Current members of the QWG
are the University of Bremen (IUP-B) (Lead), BIRA, DLR, and SRON. The expertise of KNMI is brought in via
an association with SRON.

This document describes the algorithms used in the Level 1b-2 processing of SCIAMACHY data. Focus is the
mathematical description and not the technical implementation.

1.2. Historical Background

The SCIAMACHY instrument was conceived in the mid-1980’s in recognition of the need to monitor chemically
important trace species on a global basis using passive remote sensing devices. The importance of monitoring
global ozone distributions was demonstrated by the TOMS (Total Ozone Monitoring Spectrometer) instrument
on board Nimbus 7, especially after the discovery of the ozone hole in 1985. The SCIAMACHY measurement
strategy and mission objectives were based in part on the successful extension in the early 1980s of differ-
ential spectroscopic methods to retrieve atmospheric trace gas amounts from ground-based measurements
using moderate-resolution spectrometers. Following an approach to ESA (European Space Agency) an initial
study was commissioned and the results published in 1988. The scientific consortium was then invited to carry
out a detailed Phase A feasibility study, which was finished in 1991. During this time, a scaled-down version of
SCIAMACHY was commissioned and accepted for inclusion on the ERS-2 satellite. This “mini-SCIAMACHY”
became the GOME (Global Ozone Monitoring Experiment) instrument, which has been functioning success-
fully since the 1995 launch of ERS-2. SCIAMACHY was accepted as an AO (Announcement of Opportunity)
instrument to be included on the ENVISAT satellite. For the Phase C/D completion, the flight model was built in
1998, and calibrated in early 1999. ENVISAT was launched in March 2002 and after the commissioning phase,
SCIAMACHY was in operational mode between July 2002 and April 2012, when the contact to the ENVISAT
was lost.

1.3. Acronyms and Abbreviations

AMC-DOAS Air Mass Corrected Differential Optical Absorption Spectroscopy

AMF Air Mass Factor
AO Announcement of Opportunity
ATBD Algorithm Theoretical Baseline Document

10
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BIRA Belgisch Instituut voor Ruimte-Aéronmie

BIRRA Beer InfraRed Retrieval Algorithm

DLR Deutsches Zentrum fir Luft- und Raumfahrt (German Aerospace Centre)

DOAS Differential Optical Absorption Spectroscopy

DRACULA  aDvanced Retrieval of the Atmosphere with Constrained and Unconstrained Least squares Al-
gorithms

ECMWF European Centre for Medium-Range Weather Forecasts

ENVISAT ENVIronmental SATellite

ESA European Space Agency

GOME Global Ozone Monitoring Experiment

IUP-B Institut fir Umweltphysik Bremen (Institute for Environmental Physics)

MDS Measurement Data Set

PMD Polarisation Measurement Device

RTM Radiative Transfer Model

SGP SCIAMACHY Ground Processor

SCIAMACHY Scanning Imaging Absorption spectroMeter for Atmospheric CHartographY

SRON Space Research Organisation Netherlands

TOMS Total Ozone Monitoring Spectrometer

1.4. Document Overview

The document is divided into three parts plus appendices:
1. Introduction (this part)
2. Nadir retrieval algorithms: Cloud parameters, AAIl and total columns of trace gases
3. Limb retrieval algorithms: Cloud parameters and profiles of trace gases
4. Appendices describing data structure etc.

Part two and three start with a general description of the retrieval method. After that the settings for the
individual retrievals are described as well as additional or deviating methods used in the retrieval.

SGP OL1b-2 ATBD Version 6 Page 11 of 145



2. The Data Processor

2.1. Processing flow overview

The processing from Level 1b to Level 2 products is separated into the following steps (generally performed on
individual fitting windows):

1. Calibration of data, i.e. generation of internal Level 1c data, using the same algorithms as the scialic
applicator according to the calibration settings in the configuration file

2. Calculation of the ratio Sun/Earth (note that this is not necessarily the reflectance, since not radiometric
calibrated data can be used)

3. Climatological pre-processing:

a) Calculation of Cloud Parameters (fraction, optical depth, top height)

b) Initialisation of data bases

4. Nadir- and limb retrievals

5. Writing of Level 2 MDS and offline product

2.2. Components of the Data Processor

The SGP consists of three main components
1. The database server
2. The nadir retrieval server
3. The limb retrieval server

Other components taking care of communication between the different running processes, data delivery to and
from the SGP_120L (also referred to simply as SGP or offline processor in this document) and interfaces to
the main host running the ENVISAT processors are left out here. A more technical view of the SGP_120L,
including the outward interfaces is given in the Architectural Design Document ( , ). The primary
input to the SGP_120L is a SCIAMACHY Level 1b file, processed by the Level 0-1b processor (

, )- Within the ground segment the SGP only has one Auxiliary file as input, the initialisation
file ( , ). All other auxiliary inputs like topographic databases or pressure profiles
needed for the trace gas retrieval are handled within the SGP itself, i.e. those are integral part of the offline
processor itself. Generally, the processing is done state wise: Each state from an Level 1b input file (usually
encompassing a complete orbit) is relegated to one instance of the Nadir or Limb retrieval server. The first step
in the processing is the calibration of the Earthshine spectra to radiances. Note, that no Level 1c product is
written in the Level 1b to 2 processing, the calibrated spectra solely exist as internal data within the processor.
However, the scial1c tool ( , ) is based on the same algorithms as the calibration in the SGP
and can be used to generate Level 1¢ products. Both deliver the same results which makes it possible to easily
verify the SGP w.r.t. scientific reference algorithms.

More than one retrieval server can run at a given time. When the last state of the input product is processed,
the results are collected and used to generate the Level 2 product.

12
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2.2.1. Database Server

The database server is a separate process, which handles the auxiliary input for the retrievals. It is split up into
the GeoDataServer which provides topographical data, the RefSpecDataServer which provides the reference
spectra for the fits of the measured spectrum and CommonDataServer for the remaining data like pressure
or temperature profiles. Upon triggering by the retrieval server, the database server not only reads in the
requested data, but also does simple tasks like interpolating the correct wavelength grid. It also caches data
that are needed by more than one retrieval to accelerate the processing. The server is set up in a generic way
making it easy to add or exchange data needed for a given retrieval.

2.2.2. Nadir Retrieval Server

Before the nadir measurements are processed, the cloud parameters and AAl are retrieved in the climatological
pre-processing. The cloud parameters are used in the subsequent retrieval of the trace gases. For the Nadir
DOAS retrievals the kernel of the GDP was modified to accept SCIAMACHY input. The retrieval algorithms
themselves were not modified meaning that the SGP products have the same quality as the GOME products
albeit on a higher spatial resolution. The basis for the SGP DOAS implementation is the SDOAS scheme
developed by BIRA, which is closely based on the GDOAS developed for GOME.

2.2.3. Limb Retrieval Server

The Limb retrieval is done by the DLR developed package DRACULA. While various models are implemented
in DRACULA, the SGP uses the lterative Regularized Gauss-Newton Method. It includes sophisticated tech-
niques to select the iteration and regularisation parameters. A polynomial is fitted to radiances to remove broad
spectral features and ratioed radiances are constructed for each tangent height. Finally the logarithm of the
ratios determines the basis for the retrieval.

2.3. Overview of MDS

The so called measurement data sets (MDSs) contain the measurements of the atmosphere. Four MDS’s
exist:

Cloud & Aerosol MDS Contains the cloud parameters measured in nadir geometry: cloud fraction, cloud
top height and cloud optical thickness. The algorithms are described in chapter
3.

Nadir MDS Contains the trace gas columns: O3, NO;, HCHO, SO,, BrO, H,O, CHOCHO,
OCIO, CO and CHy4. The algorithms are explained in chapters 5, 6 and 7

Limb MDS Contains the trace gas profiles of O3, NO, and BrO. The algorithms are explained
in chapter 8.

Limb Cloud MDS Contains height resolved indicators for cloud presence and type (water clouds,

PSCs and NLCs). The algorithm is explained in chapter 9.

A detailed description of all MDS entries can be found in Annex A. Note that the MDS also contain empty
entries for future retrievals. The results of the tropospheric NOsretrieval are stored in a Nadir MDS.
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3. Cloud Parameters

3.1. Cloud Top Height and Cloud Optical Thickness

3.1.1. Overview

Clouds play an important role in the Earth climate system ( , ) . The amount
of radiation reflected by the Earth-atmosphere system into outer space depends not only on the cloud cover
and the total amount of condensed water in the Earth atmosphere but also the size of droplets a.; and their
thermodynamic state is also of importance.

The information about microphysical properties, cloud top height and spatial distributions of terrestrial clouds
on a global scale can be obtained only with satellite remote sensing systems. Different spectrometers and
radiometers , deployed on space-based platforms, measure the angular and spectral distribution of intensity
and polarization of reflected solar light (see e.qg. , ). Generally, the measured values
depend both on geometrical and microphysical characteristics of clouds. Thus, the inherent properties of
clouds can be retrieved (at least in principle) by the solution of the inverse problem. The accuracy of the
retrieved values depends on the accuracy of measurements and the accuracy of the forward radiative transfer
model.

In particular, it is often assumed that clouds can be represented by homogeneous and infinitely extended in the
horizontal direction plane-parallel slabs ( , ). The range of applicability
of such an assumption for real clouds is very limited as |s shown by observations of light from the sky on
a cloudy day. For example, the retrieved cloud optical thickness 7 is apparently dependent on the viewing
geometry ( , ). This, of course, would not be the case for an idealized plane-parallel
cloud layer. However, both the state-of-art radiative transfer theory and computer technology are not capable
to incorporate 3-D effects into operational satellite retrieval schemes. As a result, cloud parameters retrieved
should be considered as a rather coarse approximation to reality.

However, even such limited tools produce valuable information on terrestrial clouds properties. For example,
it was confirmed by satellite measurements that droplets in clouds over oceans are usually larger than those
over land . This feature, for instance, is of importance for the simulation of the Earth’s climate .

Concerning trace gas retrievals in the UV/VIS, clouds are considered as “contamination”. The part of the
column, which is below the top of the clouds, cannot be detected by the satellite. This ghost vertical column
has to be estimated from climatological vertical profiles and is added to the vertical column retrieved. It is
determined by integrating the profile from surface up to the cloud top height. Partial cloudiness within the field
of view can be taken into account using fractional cloud cover.

The Semi-Analytical CloUd Retrieval Algorithm (SACURA) is used in the SGP OL1b-2 to retrieve the cloud
top height and the cloud optical thickness. Cloud top height is derived from measurements in the oxygen A
absorption band as recommended by ( , ). In addition, we retrieve the cloud geomet-
rical thickness from the fit of the measured spectrum in the oxygen A-band and optical thickness using the
wavelength 755 nm outside of the band.

3.1.2. Detailed Description
3.1.2.1. Cloud Top Height

The determination of the cloud top height h using SACURA is based on the measurements of the top-of-
atmosphere (TOA) reflection function R in the oxygen A-band ( , ). The cloud
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reflection function is extremely sensitive to the cloud top height in the centre of the oxygen absorption band.
To find the value of h, we first assume that the TOA reflectance R can be presented in the form of a Taylor
expansion around the assumed value of cloud top height equal to Ay :

R(h) = R(ho) + Y _ ai(h — ho)’ (3.1)
where a; = R™ (h,)/I. Here R (hy) is the i*" derivative of R at the point ho The next step is the linearisation,
which is a standard technique in the inversion procedures ( , , ). We found

that the function R(h) is close to a linear one in a broad interval of the argument change (
. ). Therefore, we neglect non-linear terms in equation (3.1). Then it follows:

R = R(ho) + R'(ho) - (h — ho) (3.2)

where R’ = dh We assume that R is measured at several wavelengths in the oxygen A-band. Then instead
of the scalar quantity R we can introduce the vector R, ., with components R(A1), R(Az2),--- R(\,). The same
applies to other scalars in equation (3.1). Therefore, it can be written in the following vector form:

y =ar (3.3)

where y = R, .., — R(ho), a = R'(ho) , and 2 = h — hq. Note that both measurement and model errors are
contained in equation (3.3). The solution & of the inverse problem is obtained by the minimizing the following
cost function:

= lly — az|? (3.4)
where ||- - - || means the norm in the Euclid space of the correspondent dimension. The value of Z, where the
function ® has a minimum can be represented as the scalar product in the Euclid space

. 27: a;Y;
T 9

with n being the number of spectral channels where the reflection function is measured.

Therefore, from known values of the measured spectral reflection function R,,..s (and also values of the calcu-
lated reflection function R and its derivative R’ at h = hg) at several at wavelengths, the value of the cloud top
height can be found from equation (3.5) and equality: » = & + hg. The value of hy can be taken equal to 1.0
km, which is a typical value for low level clouds. The main assumption in our derivation is that the dependence
of R on h can be presented by a linear function on the interval x ( , )- An error
of 0.25 km can be expected for full convergence; otherwise 0.5 km.

3.1.2.2. Cloud Optical Thickness

Cloud optical thickness 7, together with the cloud fraction ¢, has a significant impact on the transfer of solar and
infra-red radiation through a cloudy atmosphere. 7 is defined as the cloud extinction coefficient k..., integrated
across the cloud vertical extent. For a vertically homogeneous cloud with geometrical thickness L, 7 = k..t L.

For optically thick clouds, the optical thickness in the visible is estimated from the following equation (
; ):
R(u, p1o, ¢) = Rooo (11, o5 @) — tetoua Ko (1) Ko (o), (3.6)

where R(u, po, ¢) = w1 (1, o, @)/ o Fy is the cloud reflection function as measured from the satellite, 1o and u
are the cosines of the solar and observation zenith angles, ¢ is the relative azimuth, Fj is the top-of-atmosphere
irradiance on the plane perpendicular to the incident light beam, and I is the intensity of the reflected light,
tetoud = 1/(a + b1). Here t.,uq is the cloud spherical transmittance, « = 1.07 and b = 0.75(1 — g).

Assuming a given cloud model, e.g., spherical particles and a polydisperse distribution with a given effective
radius of droplets, a.s, or predefined ice crystals shapes and size distributions, the escape function Ko (u),
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and the reflection function for a semi-infinite layer Ry, are pre-calculated and stored in look-up-tables (LUTS).
Approximate equations for these functions can be used as well. In particular, a good approximation for Ky(u)
is:

Ko() = 2(1+21). (3.7)

One derives:

o 1 Ko(p)Ko(po) _al (3.8)

b Roc(ﬂa Ho, ¢) - R(Ma Ho, ¢>
This equation is used in SACURA for cloud optical thickness retrievals. It follows from this equation that
retrievals of 7 for very thick clouds (R — R.) are highly uncertain and small errors (e.g., calibration errors)
in the measured reflection function will lead to large errors in the retrieved cloud optical thickness. Often, a
limiting value of cloud optical thickness is used in the retrieval process e.g., 100, as most clouds, but certainly
not all have optical thickness below 100.

3.2. Cloud Fraction

3.2.1. Introduction

The basic idea in OCRA (Optical Cloud Recognition Algorithm , ) is to decompose
optical sensor measurements into two components: a cloud-free background and a remainder expressing the
influence of clouds, i.e.

R=Rcr + Rc (3.9)

where R is the reflectance and the indices C'F' and C indicate the cloud-free component and the cloudy
component respectively. The reflectance for a given location (z, y), and wavelength A can be defined as

I(z,y,\)
= A
R,y A) Iy(N) - cos by - cos O (3.10)
with
1 Upwelling radiance into the field of view
Iy Solar irradiance
0 Viewing Zenith angle
0o Solar Zenith Angle

The key to the algorithm is the construction of the cloud-free composite that is invariant with respect to the
atmosphere, and to topography and solar and viewing angles. The comparison of the spatially resolved cloud-
free scenes and the measurement gives then the cloud fraction for a given scene. As for the GOME processor,
in SCIAMACHY PMD data are used to determine the cloud fraction. These have the advantage that they
have a higher spatial resolution than the spectrally resolved measurements (=~ 7 x 30 km). The steps for the
calculation of the cloud fraction are

1. Generation of a database with the cloud-free composite by
a) Extracting PMD signals and calculating a relative reflectance

b) Find cloud-free scenes
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c) Grid data
2. Calculation of cloud fraction

a) Determine offset and scaling factor

b) For each measurement, sum up signal of all PMDs and compare with cloud-free composite to de-
termine the cloud fraction

c) For each measurement, average over subpixels

3.2.2. Generation of the cloud-free composite

In previous versions of the SCIAMACHY data processor the GOME cloud-free composite database was used.
Starting from the version 5 of the processor PMD measurements of SCIAMACHY were used to build a database
of cloud-free measurements. First the PMD values of the Earth and Sun measurements were extracted from
Level 1b data (version 6.03, the latest available version) in the time range from 2003 to 2007. Earth measure-
ments are downsampled to 32 Hz in the Level 1b from the original 40 Hz while the sun measurements still
have the original sampling. Additionally, the degradation of the instrument has to be corrected:

PMDEarth mpypmD 32Hz
PZ\/[DSun ™M pM Dcal 40H =

(3.11)

Rpup =

with PM D gqren)sun @s the signal of PMD Earth and Sun measurements and mpy;p(ca;) s the degradation
correction factor for Earth and Sun PMD measurements. For version 6 of the processor the new m-factors
derived from the scan mirror model ( ( )) were used. The above equation holds
for all PMDs. In order to determine if the observed scene is cloud-free, the saturation S of the PMD reflectances
is calculated :

g _ max(Rpap2, Rpvps-Rpavrpa) — min(Rparp2, Reavps, Rpvpa)

max(Rpap2, Rpyvps, Rpyvpa)

_ 4 min(Rpayp2, Rpvps, Rpvpa) (8.12)

max(Rparp2, Reavps, Reavrpa)

with Rpyrp, as the signal in PMD number n. The saturation was preferred over the colour distance (that is
used for the GOME cloud-free composite), because it can be easily expanded for a future separation of cloudy
scenes from ice or snow covered surfaces. Both methods are completely equivalent, since they are a measure
for the difference between a coloured scene and achromatic (white/grey/black) scene. Totally clouded scenes
have a low saturation near 0, because they are white in the wavelength range measured by PMDs 2-4 and the
signals in all of them will be similar. A cloud-free scene is indicated by a large saturation.

The database with the cloud-free composite is build on a grid with a resolution of 0.36° x 0.36° (latitude x
longitude). Each grid point is initialised with a saturation value of 0 (fully clouded). The database contains the
following values:

1. Latitude and longitude of the grid point

2. Centre latitude and longitude of the measurement with the highest saturation so far
3. Reflectance values for all PMDs divided by the solar zenith angle

4. Solar Zenith angle

5. Saturation

6. Colour distance from the white point (see , )
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For each month in the considered time range the saturation values of the observations is sequentially cal-
culated. If the measured saturation is larger than the one on the nearest grid point in the database and
thus indicating that the observed scene is less cloudy than the one currently in the database, all values in
the database for this grid point are replaced with those of the current measurements. The resulting monthly
databases are combined to one database after all data are processed. In future versions of the processor the
monthly databases can be used to build a seasonally dependent cloud-free composite to decrease the impact
of colour variations of the surface over time.

3.2.3. Determination of the cloud fraction

For a given PMD observation the cloud fraction cy,.. can now be determined as

4
c :\l [(R .~ RY .)Z—a}-ﬂ- (3.13)
frac PMD:i PMDi i 4 .
1=2

with

Rpyvipi Observed reflectance of PMD :

R s Reflectance for the cloud-free case from the database
«; Offset for PMD i
Bi Scaling factor for PMD

The offsets correct for the fact that the measured reflectances can be smaller than the cloud-free reflectance
in the database. Possible reasons can be seasonal change of vegetation or ocean colour. Since the sign of
the difference Rpyip; — Rf,fMDi is lost, cloud-free areas with lower brightness will give the same cloud fraction
as slightly clouded scenes. By setting the offset to a large enough value the cloud fraction can be corrected for
this effect. Using a small subset of the reflectance data set, the offset «; was set to the largest negative value
of the reflectance difference found in the set. Note that a future extension of the database to include seasonal
variations can minimise the influence of the colour changes.

The scaling factors 3; correct for the fact that the albedo of observed clouds is not uniform but depends the
illumination geometry, the thickness of the cloud, the size of the water droplets and other parameters. In
effect this leads to different reflectances for scenes with the same cloud cover and eventually to different cloud
fractions. In the current algorithm, only one scaling factor is available for each PMD, independent of season
and geographical coordinates. In order to minimise errors in the calculation of the cloud fraction, the scaling
factors were determined by a comparison with FRESCO+ ( , ).

Version 6 also contains the cloud ice discrimination SPICI using the algorithm as described in

( ). With this algorithm cloud free subpixels above ice are now properly detected’. SPICI employs a
similar method as OCRA to determine the colour of the sub-pixel. It uses additionally PMD D (800 -900 nm) to
discriminate clouds from ice.

3.2.4. Future improvements

Since the calculation and extraction of SCIAMACHY data from several years is rather time consuming, possible
future algorithm improvements were already considered during the generation of the cloud-free composite.
These improvements include:

> Determination of the offset using the complete data set and not only a subset
> Independent determination of the scaling factors using a composite of totally clouded scenes
> Introduction of seasonal and geographically dependent offsets and scaling factors

Tice and cloud were not distinguishable by their colour using only PMDs in the visible range
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4. Absorbing Aerosol Index

4.1. Overview

The Absorbing Aerosol Index (AAl) indicates the presence of elevated absorbing aerosols in the Earth’s atmo-
sphere. The aerosol types that are mostly seen in the AAI are desert dust and biomass burning aerosols. The
AAls described in this ATBD are derived from the reflectances measured by SCIAMACHY at 340 and 380 nm.

4.1.1. Retrieval Settings

The wavelength pair used is [340,380] nm. Both wavelengths originate from cluster 9 of the SCIAMACHY
spectrum. The associated reflectances at these two (centre) wavelengths are determined by taking the average
of all the reflectances that fall inside a 1-nm wavelength bin around the respective centre wavelengths.

4.2. Detailed Description

4.2.1. Definition of used geometry

Figure 4.1 defines, in a graphical way, the angles that are used to specify the viewing and solar directions. An
imaginary volume element that is responsible for the scattering of incident sunlight is located in the origin of
the sphere. The solar direction is described by the solar zenith angle 6, and the solar azimuth angle ¢o. The
viewing direction is defined by the viewing zenith angle 6 and the viewing azimuth angle ¢.

local zenith

scattered
light

{7 % local
\ -~ \ horizon

scattering

incident plane

sunlight

Figure 4.1.: Definition of viewing and solar angles.
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We make use of a right-handed coordinate frame, meaning that ¢ — ¢, as sketched in figure 4.1 is positive. We
followed the same definition of ¢ and ¢ as is present in the SCIAMACHY data. However, there is no need to
specify it because only the azimuth difference ¢ — ¢ is of relevance. For completeness, we mention that the
single scattering angle, under this definition of angles, can be calculated from

cos = — cos 8 cos Oy + sin 6 sin Oy cos(¢p — ¢g) (4.1)

4.2.2. Definition of the Residue

The Absorbing Aerosol Index (AAl) is a dimensionless quantity which was introduced to provide information
about the presence of UV-absorbing aerosols in the Earth’s atmosphere. It is derived directly from another
quantity, the residue, which is defined by ( ) as

r=-100- {wlog(&)‘)bs —10 log(ﬂ)R“y} (4.2
R, Ry,

In this equation, R, denotes the Earth’s reflectance at wavelength \. The superscript obs refers to reflectances
which are measured by, in this case, SCIAMACHY, while the superscript Ray refers to modelled reflectances.
These modelled reflectances are calculated for a cloud-free and aerosol-free atmosphere in which only Rayleigh
scattering, absorption by molecules, Lambertian surface reflection as well as surface absorption can take
place. The reflectance is defined as

I
R= TZE (4.3)

where I is the radiance reflected by the Earth atmosphere (in Wm=2nm~1sr~1), E is the incident solar irradi-
ance at the top of the atmosphere perpendicular to the solar beam (in Wm=2nm™1), and p is the cosine of
the solar zenith angle 6y. As for the wavelengths involved, the wavelengths A and Ay must lie in the UV, and
were set to 340 and 380 nm, respectively, for SCIAMACHY.

The Rayleigh atmosphere in the simulations is bounded below by a Lambertian surface having a wavelength
independent surface albedo A, which is not meant to represent the actual ground albedo. It is obtained from
requiring that the simulated reflectance equals the measured reflectance at Ay = 380 nm:

R§b® = RY™(A,) (4.4)

The surface albedo found in this way is used to calculate Ri*Y, so one assumes that the surface albedo is
constant in the wavelength interval [\, \o], which is true for most cases. Note that equation (4.2) can now be
reduced to

r=—100-'°log R (4.5)
RRay )
A

4.2.3. Definition of the AAI

The importance of the residue, as defined above, lies in its ability to effectively detect the presence of absorbing
aerosols even in the presence of clouds. When a positive residue (r > 0) is found, absorbing aerosols were
detected. Negative or zero residues on the other hand (» < 0), suggest an absence of absorbing aerosols.
For that reason, the AAl is defined as equal to the residue r where the residue is positive, and it is not defined
where the residue has a negative value.
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4.2.4. Calculation of the Residue

The first step in the calculation of the residue involves finding the artificial surface albedo A, for which the
measured SCIAMACHY reflectance at the reference wavelength \y = 380 nm equals the simulated reflectance
at the same wavelength (cf. equation 4.4). The simulated reflectances are found from a collection of Look-Up
Tables (LUTs). These LUTs are described in section 4.2.5. The simulations basically describe a cloud-free,
homogeneous atmosphere which is bounded below by a Lambertian surface. The contribution of the surface
to the TOA reflectance may be separated from that of the atmosphere according to the following formula

( : ):

Ast(p)t (o)

. — RO _
R(%Mo,(ﬁ QSO&AS) R ('U”MO’(ZS ¢0) * 1—Ags*

(4.6)

In this equation, the first term RC is the path reflectance, which is the atmospheric contribution to the re-
flectance. The second term is the contribution of the surface with an albedo A,. The parameter ¢ is the total
atmospheric transmission for the given zenith angle, s* is the spherical albedo of the atmosphere for illumi-
nation from below, u is the cosine of the viewing zenith angle 6, and . is the cosine of the solar zenith angle
0o defined earlier. Using equation (4.6) and by demanding that the simulated reflectance Rf‘:y equals the
measured reflectance Rg’(’f at 380 nm, we find the following expression for the surface albedo A;:

i,
10t (o) + (RS — 7, )

A, = (4.7)

In this equation, R} denotes the simulated reflectance for the actual atmosphere, but without surface reflection.
R can be expanded in a Fourier series. In our case, with a Rayleigh atmosphere, the expansion is exact with
only three terms in ¢ — ¢y . We have

2
R =ag + ) 2a:(, jro) cosi(¢ — o) (4.8)

=1

The idea is that with a proper LUT of a;, ¢(1) and s*, we can easily calculate Ry A and Ry. Some interpolation
is necessary. In this case we have to interpolate over 1 and g and over the surface height .

4.2.5. Look-up Tables

Using the radiative transfer code DAK (Doubling-Adding KNMI, , ), Look-Up Tables (LUTs)
were created. The LUTs contain the parameters a;, t(1) and s* as well as the total Ozone column, as defined
in section 4.2.4. The definition of the coefficients a; is such that the path reflectance Ry, may be reconstructed
from them according to

Ry = ag + 2a1 cos(¢ — ¢o) + 2az cos2(¢ — ¢o) (4.9)

Adding the surface contribution requires equation (4.6) and the parameters ¢(1.) and s* . The simulations were
done for cloud-free situations. Aerosols were not included either. The LUTs were prepared as a function of p
and o, surface height h, and total ozone column. The coefficients were calculated for 42 Gaussian distributed
w and o points, and for 9 surface heights h, ranging from 0 to 8 km in 1 km steps. The ozone total column
retrieved by SCIAMACHY for the given observation is used for the look-up of the correct values in the LUT.

4.2.6. Degradation Correction

Since the algorithm relies on absolute values for the reflectance, the degradation has to be corrected. The
residue increased by, on average, more than 2.5 index points over the last years, and an analysis indicated
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that the increase could be completely explained by the instrument degradation which was recorded by instru-
ment Light Path Monitoring (LPM) measurements (which are taken on a regular basis). In the processor, the

degradation is now corrected during the internal Level 1b to 1c step . Details of the degradation correction can
be found in ( ) and ( ).
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5. SDOAS Algorithm General Description

The vertical column retrieval algorithm GDOAS was developed at BIRA-IASB specifically for GOME on the
basis of the well-established and widely used DOAS method ( , ). GDOAS was implemented
into the GOME data processor (GDP) version 4. The GDOAS adaptation to the SCIAMACHY instrument was
renamed SDOAS and has also been implemented in the SCIAMACHY Ground Processor L12 (from version 3)
to have an accuracy similar to the one obtained with GDP4.

This section presents a brief description of the DOAS method that involves two steps: the slant column retrieval
and the conversion into vertical columns using calculated air mass factors. The detailed description of GDOAS
is provided in( , ; : ; ; )-

5.1. Slant column retrieval

The Lambert-Beer extinction law applied to the earthshine measurements is the basis for the slant column
retrieval from satellite measurements. A direct solar irradiance measurement void of atmospheric absorption
structures is used as the background spectrum. The validity of this law is limited to the weak absorption,
which is generally true in case of the atmospheric trace gas absorbers. However, in very particular conditions,
the DOAS approximation may be not verified (e.g. in the UV for high solar zenith angles due to the strong
ozone absorption or in case of high SO, concentrations during volcanic eruptions). In SDOAS it is generally
the logarithms of intensities (so-called "optical densities") that are being used. The effects of the broadband
molecular and aerosol scattering are represented in the form of the low-order polynomials (typically of the 2nd
or 3rd degree). The main equation used for the DOAS retrieval is then

o - w(48)

= =D Ey(0)-05() =Y aj A=A —aror(d) (5.1)
g 7=0
with
1,(9) Earth radiance at wavelength A for the geometrical path ©
19 Solar irradiance
E, Effective slant column density of gas g
o Differential absorption cross-section of gas ¢
A* Reference wavelength for closure polynomial
OR Ring reference spectrum
QR Scaling parameter for Ring spectrum

The DOAS retrieval consists in a minimization of the weighted least squares difference between measured and
calculated optical densities Y()) in the spectral interval appropriately selected for the trace gas under study.
To calculate optical density, reference absorption cross-sections are provided by independent measurements
or are pre-calculated. For instance, the Ring effect caused by the inelastic Raman scattering is treated as a
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pseudo-absorber. The corresponding Ring spectrum is usually defined as a (logarithmic) ratio between the
radiance spectra with and without inelastic Raman scattering ( , )

Two measurements of the solar irradiance are realized daily using the two diffusers (ESM and ASM) mounted
on the instrument. The algorithm uses the most recent update of the sun spectrum measured by one of the
two diffusers, depending on the trace gas to retrieve. The wavelength calibration of the irradiance spectrum
is further improved using a cross-correlation procedure involving a high-resolution reference solar spectrum.
In addition, to correct for possible distortion of the wavelength grid (e.g. due to the Doppler effect caused by
the satellite movement), the wavelength grid of the earthshine spectrum is allowed to be shifted in the DOAS
procedure.

The retrievals performed in the channel 2 of SCIAMACHY (BrO, SOy, OCIO) revealed a problem, which is
due to the presence of a strong polarization-related anomaly occurring right in the middle of the channel.
This anomaly interferes with the absorption structures of the retrieved gases that leads to the non-physical
results. To reduce this polarization-related artefact, a polarization vector n (often called ETA), extracted from
the SCIAMACHY key data set, is included into the SDOAS fit procedure for some of the trace gases. Also, to
account for possible intensity offsets in the spectra, a supplementary cross-section calculated as the inverse
earthshine spectrum is fitted in the DOAS procedure. This term also corrects for some limitations of the Ring
spectrum, e.g. over bright surfaces or in regions where vibrational Raman scattering in ocean water is relevant
and is used for most minor trace species.

5.2. Vertical column retrieval

The conversion from slant to vertical column amounts is done via the AMF computation.

The AMF definition used in the SGP is the common one

()
A=—"27 (5.2)
Tvert
with
A Air mass factor
Inog Simulated backscatter radiances without main gas
1, Simulated backscatter radiance with main gas

Tvert Vertical optical depth of the main gas

These AMFs are directly calculated on the fly with the multiple scattering radiative transfer model LIDORT
(Linearized Discrete Ordinate Radiative Transfer), without the need for large look-up tables. LIDORT assumes
the atmosphere as a stratified structure with a given number of optically homogeneous layers. For more
information about LIDORT see ( ).

Since the AMF depends not only on viewing geometry and solar position but also on the wavelength and the
concentration vertical profile shape, it is calculated for each retrieved gas individually. The concentration profile
shape is generally provided by an external climatology. AMF calculation demands also an information about a
surface albedo. In the SGP it is taken from the TOMS albedo data base. Two types of calculations are possible
with the data processor:

1. An iterative approach when the total column is one of the input parameters for the selection of the profile
within the climatology. Currently, this method is only used for ozone (see below) as it is only needed for
strong absorbers.

2. A standard approach when the climatology is only based on seasonal and geographical parameters.
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For strongly varying absorbers such as SO,, the use of climatologies leads to large errors. Therefore, in
the current processor two standard AMF are calculated, one for a volcanic eruption scenario and one for a
boundary layer pollution situation. Both results are provided to the user who has to decide which value is more
appropriate for his application.

For OCIO, no vertical column is calculated at all as rapid photochemistry and the change of solar zenith angle
along the light path through the stratosphere at low sun make application of the concept of vertical columns
difficult.

In general, two types of AMF are calculated: for clear sky (Aceqr; from the top of the atmosphere to the ground)
and for cloudy (A...q; from the top of the atmosphere to the cloud-top level) scenarios. The cloudy air mass
factor calculation is based on cloud parameters generated off-line by dedicated algorithms.

The vertical column is then calculated as

E
Mr + Cfrac * G- Acloud

V= (1= ¢frac) - Actear + Cfrac - Acloud 63

with

\% Vertical column density

E Slant column density of main gas

Mg Molecular Ring correction scale factor

Cfrac Intensity weighted cloud fraction

G “Ghost column” of main gas below cloud top height

Acloud AMF to the cloud top level

Aear AMF to the ground level

The molecular Ring correction My, is specific to total ozone retrievals (see below)). For other trace gases, this
factor is fixed to 1.

The "ghost column” is the part of the column hidden below the cloud and thus not detectable by the satellite
instrument. Therefore, for the cloudy pixels, a climatological gas column comprised between the ground and
the cloud top needs to be added to the retrieved one. The "ghost column" concept works reasonably well for
trace gases with more or less constant tropospheric distributions and prevents the cloud-induced "jumps" in
retrieved vertical column fields. For strongly varying species such as SO, no ghost column is applied.

5.3. Nadir Ozone Total Column Retrieval

5.3.1. Motivation

The role of ozone in the Earth’s atmosphere is very important since it absorbs solar UV photons, protecting
the biosphere from these harmful radiations. Also, the radiation absorption by the high concentrations of
ozone in the stratosphere leads to an heating of this part of the atmosphere. This temperature increase in the
stratosphere makes this region very stable and influences the dynamic of the whole atmosphere. The discovery
of the ozone hole above Antarctica during spring time was one of the most obvious changes observed in Earth’s
atmosphere. Although the Montreal Protocol and its amendments have regulated the production and release
of ozone depleting substances, the ozone recovery expected to occur in the next decades has to be monitored
on a long-term basis. Furthermore, climate change will have an impact on the atmospheric dynamics and
chemistry which influence the ozone concentrations. Global measurements of ozone columns can help to
better understand these interactions and consequently to better predict the timing of ozone recovery.
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Although 90% of ozone is in the stratosphere, tropospheric ozone concentrations can locally be important. In
the troposphere, ozone is a pollutant and a constituent of smog. It is also a powerful oxidizing agent and an im-
portant greenhouse gas. Total ozone measurements may be combined to stratospheric ozone measurements
to derive information on tropospheric ozone content.

5.3.2. Retrieval Settings

Ozone absorption is strongly temperature-dependent in the UV Huggins bands, and in this spectral range an
effective temperature is derived from the DOAS fitting in addition to the ozone slant column itself.

Level 1b-1c Settings

Calibration All calibrations applied

SMR DO (Sun over ESM diffuser)

DOAS Main Settings

Fitting Interval 325 - 335 nm

Polynomial Degree 3rd order

Wavelength Shift Wavelength calibration of sun reference optimized over fitting interval by

NLLS adjustment on pre-convolved NEWKPNO atlas
Absorption Cross Sections/Fitted Curves

O ( )@243 K, shifted by 0.02nm, scaled by 1.03

NO, ( ) @243 K

Os Difference Spectrum  Difference o255 — o223, shift allowed, scaled by 1.03

Ring Spectrum Calculated by convolution of the ( ) solar atlas with

RRS cross-sections of molecular N2 and O2.
Total Column Calculation: Profiles/AMF

AMF ref. Wavelength 325.5 nm

Os; Profile Column-classified ozone profile climatology TOMS V.8
Radiative Transfer Model LIDORT

Cloud Top Height SACURA

Cloud Fraction OCRA

5.3.3. Additional Details
5.3.3.1. Molecular Ring correction

In addition to the filling-in of Fraunhofer absorption solar lines, rotational Raman scattering also causes the
filling-in of atmospheric absorption features. This has to be considered for precise total ozone retrievals. It is
shown in ( ) that a simple correction for this molecular Ring effect can be realized
by dividing the slant column by a scale factor Mg calculated with the following equation

sec(6p)
Mg =1 1— 54
f +aRoR ( (1 - Cfrac) : Aclem’ + Cfrac * Acloud) ( )

with symbols as in equation 5.3 and
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QR fractional intensity of Raman light (from DOAS fit)
TR average Ring cross section calculated over the fitting interval
0o Solar zenith angle

It is calculated “on the fly” during the vertical column retrieval and usually not available separately.

Following a request from users, the slant column provided in the SGP product is the Ring corrected slant
column (i.e. E/Mg ).

5.3.3.2. Vertical column with iterative approach

For ozone, the total column is a good proxy for the ozone profile, and column-classified ozone profile clima-
tology is useful for selecting profiles required for the radiative transfer. In GDOAS, the ozone AMF is adjusted
iteratively to reflect the actual column content as expressed by the slant column.

In the first iteration, an initial AMF A, is computed for a given initial guess of vertical column. The vertical
column Vj is obtained, which serves as the second guess for the vertical column. This process runs until the
convergence criterion is reached, i.e. until the relative difference between consequent iterations is less than
some predefined small number.
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5.4. Nadir NO, Total Column Retrieval

5.4.1. Motivation

The main source of NO, in the stratosphere is microbiological soil activity. The diurnal, seasonal, and latitudinal
variation of NO, is dominated by the equilibrium between NO,. and the reservoir substances (mainly N;Os,
HNO3, CIONO,). In the troposphere, the main sources of NO, are anthropogenic in origin, e.g. industry,
power plants, traffic and forced biomass burning. Other, but slightly less important origins comprise natural
biomass burning, lightning and microbiological soil activity. NO, emissions have increased by more than a
factor of 6 since pre-industrial times with concentrations being highest in large urban areas.

Global monitoring of NO, emissions is a crucial task since nitrogen oxides play a central role in atmospheric
chemistry. For example, it catalyses ozone production, contributes to acidification and also adds to radiative
forcing. The high spatial resolution of SCIAMACHY allows us performing very detailed observations of polluted
regions.

5.4.2. Retrieval Settings

Level 1b-1c Settings

Calibration All calibrations except radiometric

SMR AO (Sun over ASM diffuser without radiometric calibration)

DOAS Main Settings

Fitting Interval 426.5 - 451.5 nm

Polynomial Degree 2nd order

Wavelength Shift Wavelength calibration of sun reference optimized over fitting interval by

NLLS adjustment on pre-convolved NEWKPNO atlas
Absorption Cross Sections/Fitted Curves

NO, ( )@243 K

O ( )@243 K, shifted 0.025 nm

0;- 0 ( ); Wavelength axis corrected by Burkholder

H,O Generated from HITRAN database

Ring Spectrum Calculated by convolution of the ( ) solar atlas with

RRS cross-sections of molecular N5 and O-.
Empirical Functions
Offset and Slope Correction Inverse Earthshine spectrum (radiance)
Total Column Calculation: Profiles/AMF

AMF ref. Wavelength 439 nm

NO, Profile HALOE ( , )
Radiative Transfer Model LIDORT

Cloud Top Height SACURA

Cloud Fraction OCRA
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5.5. Nadir SO, Total Column Retrieval

5.5.1. Retrieval Settings

Level 1b-1c Settings

Calibration All calibrations except radiometric

SMR A0 (Sun over ASM diffuser without radiometric calibration)
DOAS Main Settings

Fitting Interval 315-327 nm

Polynomial Degree 3rd order

Absorption Cross Sections/Fitted Curves

SO, (1994)

Os ( )@243 K

O; Difference Spectrum Difference o2 — o235

Ring Spectrum (1998)

Empirical Functions
Offset and Slope Correction Inverse Earthshine spectrum (radiance)

Background Correction SCD from reference sector over the Pacific (180° - 220°)

Total Column Calculation: Profiles/AMF

AMF ref. Wavelength 315 nm

SO, Profile Anthropogenic  Pollution scenario: 1 DU present from surface to 1 km height
SO, Profile Volcanic Eruption scenario: 10 DU present in layer between 10 and 11 km
Radiative Transfer Model LIDORT

Cloud Top Height Not applied, ghost column set to 0

Cloud Fraction Not applied

5.5.2. Additional Details

For both, the slant column computation and the total column retrieval the standard method described above
was adjusted.

5.5.2.1. Slant Column

In the slant column determination, a spectral interference at large ozone absorption (high solar zenith angle,
large ozone column) leads to unrealistic slant columns in the SO, retrieval. To correct for this offset, the SO,
columns from a reference sector over Pacific (180°—220° longitude) are subtracted from the retrieved SO,
slant columns. For determination of the offset it is assumed that no SO, is present in the so called reference
sector over the Pacific and that the interfering effect (mainly ozone absorption) does not depend strongly on
longitude. The values from the reference sector (i.e. the assumed offsets) are stored in a database (BG_DB)
as background values.

Database Filling and Content

For optimum correction, the BG_DB should contain those measurements over the reference sector which are
closest in time to the actual measurement analysed at other longitudes. It should also have no gaps, should
not be affected by volcanic SO, plumes or outliers and should be available in NRT.
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The orbit duration of ENVISAT is roughly 100 minutes leading to 14 orbits per day. Of these 14 orbits typically
two cross the background reference sector near the equator. For higher latitudes more crossings occur. How-
ever, as result of the gaps during limb measurements and from missing data, not all of the reference sector is
covered on each day. The BG_DB contains the nadir SO, slant columns retrieved by the off-line processor.
It is continuously updated during processing. The values are retrieved with the same algorithm as the “regu-
lar” slant columns, their only difference is the geolocation of the ground-pixel. New values are written to the
database if

> The centre longitude is in the reference sector (currently all longitudes between 180° and 220°)
The ground-pixel is in the descending node of the orbit (i.e. on the sunlit side of the orbit).

The RMS of the retrieval is below a limit (currently 0.007)

>
>
> The fractional cloud cover is below a limit (currently 0.5)
> At least one latitudinal bin with quality > 0 was found

>

The orbit was not already used to add data to the BG_DB (duplicate entries would distort the quality
value and the averaged value)

All values obtained on the same day for a given latitude bin are averaged, weighted with their quality. Each
latitudinal bin spans 5° leading to 36 bins per day. In order to judge the quality of the background value, the
data base also contains a quality flag that can have values between 0 (no data) and 255 (best quality). The
quality is determined from the number of data points available for each bin and the standard deviation of the
SO, slant columns. The quality of the background correction is written to the SCD FITFLAG. If the Background
correction is used, bit #8 is set . The quality itself is coded into three bits (#9-11), resulting into 8 values (for
the Nadir MDS format see also section A.2.1): the value 0 means no background correction was performed,
the value 7 marks the best possible correction and values in between represent intermediate quality.

Application of the Background Values

After the SO, retrieval the slant columns are written to the MDS of the product with the offset from BG_DB
applied. The offsets depend on latitude and time. Since the database is filled continuously during the process-
ing, at the start of the processing there will always be measurements that have no corresponding (in time and
latitude) background value. In this case the following method is used to obtain a background correction:

1. Search the database alternately backward and forward in time, until values from the neighbouring latitude
bins are found.

2. Interpolate between the 2 neighbouring SCD offsets to the current latitude.

3. Interpolate between the 2 corresponding quality flags; a latitude near a missing latitude bin thus will
automatically result in an SCD offset and a quality of or near 0.

4. Subtract the offset from the measurement.

5.5.2.2. Vertical Column

As already mentioned, VCD calculation was adjusted as well. Since SO, is present only sporadically, the use
of climatological values for the vertical profiles is not possible. Therefore, the approach was taken to assume
a constant profile shape for two typical scenarios:

> a profile with 1 DU of SO, between a 0 and 1 km simulating an anthropogenic pollution event;
> a profile with 10 DU of SO, between a 10 and 11 km simulating a volcanic eruption.

Accordingly, two types of SO, vertical columns - anthropogenic and volcanic - are computed. Both results are
written into two different MDSs of the level 2 product.

The second adjustment concerns the treatment of clouds in the retrieval. The ghost column approach that
corrects for column parts hidden below clouds (see section 5.2) can lead to meaningless results in case of
SO,. Contrary to O3, NO, and BrO, the vertical atmospheric SO, distribution is neither known nor predictable.
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Both of the main sources of SO,, the volcanic eruptions and the anthropogenic pollution events, are sporadic.
Therefore, assuming that SO, is present below every cloud will give incorrect results. Consequently, no ghost
column is added to retrieved SO, vertical columns. In order to stay consistent with this approach, for the AMF
factor always A....- is used. The users should be advised that in some measurements SO, might be hidden
below a cloud resulting in too low SO, vertical columns.

5.6. Nadir BrO Total Column Retrieval

5.6.1. Motivation

Bromine monoxide (BrO) is a key atmospheric trace gas playing a major role as catalyst of the ozone de-
struction in both the stratosphere and the troposphere. The main sources of bromine in the stratosphere
are long-lived and short-lived brominated organic compounds of natural and anthropogenic origin (CH3Br and
halons). In the troposphere, large emissions of inorganic bromine have been observed in the polar boundary
layer when frost flowers on the surface of the ocean vanish at the end of the winter. These bromine explosion
events also result in efficient tropospheric ozone depletion. Finally, an other source of inorganic bromine in the
troposphere and possibly in the stratosphere is the release by active volcanoes.

5.6.2. Retrieval Settings

Level 1b-1c Settings

Calibration All calibrations except radiometric

SMR A0 (Sun over ASM diffuser without radiometric calibration)

DOAS Main Settings

Fitting Interval 336 - 351 nm

Wavelength Shift Wavelength calibration of sun reference optimized over fitting interval
by NLLS adjustment on pre-convolved NEWKPNO atlas

Polynomial Degree 3rd order

Absorption Cross Sections/Fitted Curves

NO, ( )@ 243 K

O ( )@ 243 K, shifted

0,-0; ( ), wavelength axis corrected by Burkholder

BrO ( )@223 K

O; Difference Spectrum Difference o23K — 02235, shifted

Ring Spectrum (1998)

Empirical Functions
Polarisation Feature Correction n Nadir included in the fit

Offset and Slope Correction Inverse Earthshine spectrum

Total Column Calculation: Profiles/AMF

AMF ref. Wavelength 343.5 nm

BrO Profile Climatology based on the 3-D CTM BASCOE from BIRA ( ,
)

Radiative Transfer Model LIDORT

Cloud Top Height SACURA

Cloud Fraction OCRA
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5.7. Nadir OCIO Slant Column Retrieval

5.7.1. Retrieval Settings

Level 1b-1c Settings

Calibration All calibrations except radiometric

SMR A0 (Sun over ASM diffuser without radiometric calibration)
DOAS Main Settings

Fitting Interval 365 - 389 nm

Polynomial Degree 4th order

Absorption Cross Sections/Fitted Curves

NO, ( )@223 K

O, (1999)

OCIO ( )

Ring Spectrum (1998)

Undersampling Constant Undersamlping Spectrum calculated by IUP
Empirical Functions

Offset and Slope Correction Inverse Earthshine spectrum (radiance)

Polarisation Feature Correction n Nadir included in the fit

Intensity Correction Ratio Ratio of cloudy and cloud-free measurements calculated by IUP

5.7.2. Additional Details

The OCIO retrieval in SDOAS is also changed with respect to the standard approach: an interference, which
so far could not be explained, can lead to unrealistically large OCIO columns over bright surfaces and clouds.
Possible reasons are insufficient correction of the Ring effect of problems in the Iv1 data, e.g. from instrument
stray light, detector non-linearities or detector memory effects. To correct for this artefact, an empirical function
(the ratio between two measurements - one over a bright cloud and another from a close clear pixel) is included
into the fit procedure. Experience shows, that inclusion of this function can reduce artefacts over bright surfaces
to a high degree. This empirical intensity correction ratio spectrum is sometimes referred to as "magic ratio".

5.8. Nadir HCHO Total Column Retrieval

5.8.1. Motivation

Formaldehyde (H.CO) and glyoxal (CHOCHO) are formed during the oxidation of the volatile organic com-
pounds (VOCs) emitted by plants, fossil fuel combustion, and biomass burning. Due to a rather short lifetime
of formaldehyde and glyoxal, their distribution maps represent the emission fields of their precursors, VOCs.
Additionally, HCHO could also be used as a tracer for carbonaceous aerosols. This information will contribute
to understanding of biogenic emissions, biomass burning, and pollution.
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5.8.2. Retrieval Settings

Level 1b-1c Settings

Calibration All calibrations except radiometric
SMR A0 (Sun over ASM diffuser without radiometric calibration)
DOAS Main Settings
Fitting Interval 328.5 - 346 nm
Polynomial Degree 5th order
Absorption Cross Sections/Fitted Curves
NO, (1998)
O ( )@228 & 243 K
HCHO ( )@298 K
BrO ( )@223 K
OCIO ( )@293 K
SCIAMACHY irradiance of 20030329, KPNO solar spectrum, Gaussian slit
Ring Spectrum function
Undersampling Constant Undersamlping Spectrum calcculated by BIRA

Empirical Functions
Polarisation Feature Correction 7 and ¢ Nadir included in the fit

Offset and Slope Correction Inverse Earthshine spectrum (radiance)

Background Correction SCD from reference sector over the Pacific (180° - 220°)
Total Column Calculation: Profiles/AMF

AMF ref. Wavelength 340 nm

HCHO Profile IMAGES ( ( ))

Radiative Transfer Model LIDORT

Cloud Top Height SACURA

Cloud Fraction OCRA

5.8.3. Additional Details

Three successive steps are needed to retrieve HCHO total columns from SCIAMACHY nadir spectra: the slant
column retrieval, the air mass factor calculation and a post-correction based on the slant columns retrieved
over the Pacific Ocean and on the a-priori HCHO profiles.

For the AMF calculation, a-priori concentrations profiles are taken from the CTM IMAGES (resolved monthly
and 2°X 1.259).

Zonally and seasonally dependent artefacts due to interferences with BrO and ozone are strongly reduced
by the reference sector method, which is applied in the same way as for the SO,. After the reference sector
correction slant columns are converted into a vertical column

SCD — SCDq

VCD = 1IF

+VCD, (5.5)

VCD, represents the climatological HCHO vertical column in the reference sector at the latitude of the mea-
surement. The climatological vertical column database is built by integrating the appropriate climatological

SGP OL1b-2 ATBD Version 6 Page 34 of 145




Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

i DLR

concentration profiles within the reference sector. In this database, the different climatological columns coming
from different profiles with different longitudes for the same latitude are averaged. VCDy is obtained via an
interpolation scheme in the a-priori column database (as a function of the latitude and time).

Contrary to a majority of other nadir products formaldehyde measurements are not provided for pixels with
solar zenith angle larger than 60°.

5.8.4. User warning

Formaldehyde vertical columns from all pixels are written into the product, regardless of their cloud fraction. It
is strongly advised to apply a cloud filtering to the formaldehyde vertical columns. It is to be emphasized that
vertical columns of pixels with cloud fraction < 40% represent actual concentration of formaldehyde. For larger
cloud fractions the information content below the cloud altitude is weak because the column is dominated by a
climatological information.

5.9. Nadir CHOCHO Total Column Retrieval

5.9.1. Retrieval Settings

Level 1b-1c Settings

Calibration Uncalibrated data: only dark current (leakage), memory effect and etalon
correction applied

SMR AO (Sun over ASM diffuser without radiometric calibration)

DOAS Main Settings

Fitting Interval 435 - 457 nm

Polynomial Degree 4th order

Absorption Cross Sections/Fitted Curves

CHOCHO ( )

NO, ( )@223 K

Os ( @273 K

Oy (1990)

H, O liquid ( )

Ring Spectrum ( )

Empirical Functions
Offset and Slope Correction Inverse Earthshine spectrum (radiance)

Background Correction SCD from reference sector over the Pacific (180° - 200°)
Total Column Calculation: Profiles/AMF

AMF ref. Wavelength 446 nm

CHOCHO Profile IMAGES ( ( ))

Radiative Transfer Model LIDORT

Cloud Top Height SACURA

Cloud Fraction OCRA
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5.9.2. Additional Details

For the retrieval of glyoxal total columns, the DOAS method is used including an offset correction by means of
the reference sector method (as in cases of sulphur dioxide and formaldehyde total columns). The only differ-
ence is that the offset correction value for glyoxal does not depend on latitude. Another important peculiarity
of the glyoxal post-correction scheme is the size of the reference sector: whereas it extents from pole to pole
and between 140°W and 180°W for SO, and HCHO, it extents only between 160°W and 180°W for glyoxal.

Vertical profiles of glyoxal for AMF calculations are taken from the IMAGES climatology. This climatology
contains profiles of formaldehyde as well as those of glyoxal with a temporal resolution of 1 month and a
spatial resolution of 2%at x 1.25%0on.

5.9.3. User warning

For glyoxal the same data policy as for formaldehyde is applied: vertical columns from all pixels are written into
the product. In case of glyoxal it is recommended to use the vertical columns of pixels with cloud fraction <
20%. For larger cloud fractions the information content is dominated by a climatological information.
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6. Water Vapour Retrieval

This chapter describes the Air Mass Corrected Differential Optical Absorption Spectroscopy (AMC-DOAS)
algorithm used for the retrieval of total water vapour columns from measurements SCIAMACHY. The algorithm
has also been successfully applied to measurements of the GOME and GOME-2 instruments.

6.1. Inversion Algorithm

The AMC-DOAS algorithm ( . ) is based on the well-known Differential Optical Absorption Spec-
troscopy (DOAS) approach ( , ) which has been modified to handle effects arising from the strong
differential absorption structures of water vapour. The general features of this modified DOAS method are that

1. saturation effects arising from highly structured differential spectral features which are not resolved by
the measuring instrument are accounted for, and

2. O, absorption features are fitted in combination with H»O to determine a so-called air mass factor (AMF)
correction which compensates to some degree for insufficient knowledge of the background atmospheric
and topographic characteristics, like surface elevation and clouds.

The main equation of the Air Mass Corrected DOAS method is given by:

I
In (I) :P—a(TO2+c-C’€’/) (6.1)
0
with
1, Iy Earthshine radiance and solar irradiance
P Polynomial to correct for broadband contributions (resulting e.g. from
Rayleigh and Mie scattering or surface albedo)

TO, Optical depth of Oq

Cy Vertical column amount of water vapour

b, ¢ Spectral quantities describing saturation effect and absorption

¢ contains the effective reference absorption cross section and the air mass factor. The scalar parameter a is
the above mentioned AMF correction factor. The quantities 7o, , b, and ¢ are determined from radiative transfer
calculations performed for different atmospheric conditions and solar zenith angles (see Section 6.2). Cy and
a are then derived from a non-linear fit. The error of the vertical column is calculated from the covariance
matrix also resulting from the fit. A typical fit result is shown in Figure 6.1

37



i DLR

Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

SCIAMACHY AMC-DOAS H,O0 Fit Results (27 Jan 2003 10:22)
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Figure 6.1.: Example for AMC-DOAS fit results. Top: Spectral fit. Bottom: Residual

The AMC-DOAS method is applied to the spectral region between 688 nm and 700 nm because both O, and
water vapour absorb in this region. They are the main absorbers in this spectral range, having slant optical
depths of similar strength (see Figure 6.2).

The main purpose of the AMF correction factor is to correct the retrieved water vapour column, but beside
this the AMF correction factor can be used as an inherent quality check for the retrieved data. The AMC-
DOAS retrieval assumes a cloud-free tropical background atmosphere and does not consider different surface
elevations. If the derived AMF correction is too large, this is an indication that these assumptions are not valid
(most likely because the observed scene is too cloudy or contains a high mountain area). Experience has
shown that retrieved water vapour columns for an AMF correction factor of 0.8 or higher are reliable; only these

data are distributed.
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Figure 6.2.: Typical slant optical depths of water vapour and O in the spectral region around the AMC-DOAS

fitting window.

SGP OL1b-2 ATBD Version 6

Page 38 of 145



Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

i DLR

6.2. Forward Model and Databases

The 70, , b, and ¢ parameters are spectral quantities which are taken from a precalculated data base. This
data base has been derived using the radiative transfer model (RTM) SCIATRAN (see e.g.

) as a forward model. The term 7, is determined using radiative transfer calculations with and W|thout
O. The parameters b and ¢ are determined from radiative transfer calculations assuming different water vapour
columns Cy (see , , for further details).

The spectra for 70,, b and ¢ have been calculated for a set of solar zenith angles (SZAs), namely 0°, 20°, 40°,
50°, 60°, 70°, 80°, 85°, and 88°. Based on this data set the 7o, , b, and c spectra are then interpolated during
the retrieval for the actual SZA. 88° is therefore the maximum SZA for which the retrieval produces reliable
results.

The following assumptions have been made for the radiative transfer calculations:
> tropical background atmosphere (MODTRAN profile)
> no clouds
> surface elevation 0 km

An example for 7o,, b and c is shown in Figure 6.3. Deviations of the real conditions from these assumptions
are handled via the retrieved AMF correction factor a.

SCIAMACHY AMC-DOAS H,0 RTM Parameters (27 Jan 2003 10:22)
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Figure 6.3.: Example for RTM parameters 1o,, b and c.

6.3. Auxiliary Data

Except for the RTM data base described in Section 6.2, the AMC-DOAS method does not rely on any other
external data, e.g. calibration factors derived from comparisons with ground based radio sonde measurements
as it is the case for e.g. Special Sensor Microwave Imager (SSM/I) data. The retrieved water vapour columns
therefore provide a completely independent data set.
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7. Infra-red Retrieval using BIRRA

7.1. Introduction

Nadir sounding of vertical column densities of atmospheric gases is well established in atmospheric remote
sensing. For UV instruments such as SCIAMACHY ( , ) the analysis is traditionally
based on a DOAS-type methodology. This approach has also been successfully applied for analysis of SCIA-
MACHY (Scanning Imaging Absorptlon spectroMeter for Atmosphenc CHartograghY) near infra-red (IR) chan-
nels (see e.g. , ) and was the basis
of the BIAS (Basic Infra-red Absorptlon Spectroscopy) non Ilnear least squares algorithm ( , )- In
addition to the column scale factors for the molecular densities a one-parameter “closure term” is fitted to ac-
count for any other effects such as (single or multiple) scattering, surface reflection or instrumental artefacts.
However, recent sensitivity studies have shown the importance of adequate modelling the instrumental slit
function; in particular an under- or overestimate of the slit function half width can have a significant impact on
the retrieved columns. Furthermore, in BIAS molecular absorption is taken into account using look—up tables
that have been calculated for a coarse altitude grid version of the US standard atmosphere (

) and a dated set of spectroscopic line parameters. Likewise the slant path optical depth is mterpolated
from look-up tables generated for a finite set of path geometries.

In order to gain greater flexibility in the forward modelling and a more efficient and robust least squares inver-
sion, a “Beer Infra-red Retrieval Algorithm” (BIRRA) has been implemented recently ( , ):

> Forward model describing radiance according to Beer’s law;
> Non-linear least squares exploiting special structure of the forward model;
> Flexible choice of additional fit parameters besides molecular columns;

> Option for ‘online’ line-by-line absorption cross section computation and continua.

7.1.1. A first glimpse at near IR nadir observations

Carbon monoxide is an important atmospheric trace gas, highly variable in space and time, that affects air
quality and climate. About half of the CO emissions come from anthropogenic sources (e.g. fossil fuel com-
bustion), and further significant contributions are due to biomass burning. CO is a target species of several
space-borne instruments, e.g. AIRS, MOPITT, and TES from NASA’s EOS satellite series, and SCIAMACHY.

However, carbon monoxide retrieval from SCIAMACHY nadir observations is rather challenging: Only channel
8 from 2259 to 2386 nm features CO absorption signatures, albeit very weak and superposed by stronger
absorption lines of concurrent gases, i.e. H,O and CH,, see Figure7.1. Additionally, an ice layer on the
detector modifies the measured signal. Even worse, degradation of the detector increasingly reduces the
number of reliable pixels, i.e. only about 50 of 1024 pixels in channels 8 are useful for CO retrieval, when
using the WFM-DOAS bad/dead pixel mask. The “default” atmospheric model used in the original BIAS code
is based on the US standard atmosphere ( ( )). The influence of the atmospheric model on
the vertical path transmission is shown in 7.2. Aerosols and clouds can be important in NIR radiative transfer
modelling, cf. 7.3.
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Figure 7.1.: Atmospheric transmission in channel 8. MODTRAN band model, US standard atmosphere, verti-
cal path 0 — 100km, no aerosols. The yellow bars indicate the micro-window 4282.686 — 4302.131
cm-1 as defined by the WFM—-DOAS bad/dead pixel mask.
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Figure 7.2.: Comparison of vertical transmission (0 — 100km) assuming various atmospheric models.
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Figure 7.3.: Comparison of vertical transmission assuming various aerosol models.
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7.2. Forward Modelling

7.2.1. Radiative Transfer
7.2.1.1. General Considerations: Schwarzschild and Beer

For an arbitrary slant path, the intensity (radiance) I at wavenumber v received by an instrument at position
s = 0 is given by (neglecting scattering and assuming local thermodynamic equilibrium) the (integral form of
the) Schwarzschild equation( , ):

Sb

W) = L) T (v,50) — /B(V,T(s’)) %ds’, (7.1)

0

where B is the Planck function at temperature T', and I, is the background contribution at position s,. The
monochromatic transmission 7 is given according to Beer’s law by

T(v,s) = e ™) = exp (—/a(l/, s') ds’) (7.2)

0

exp —/ds’ Z kp (v, p(s'), T(8") npm(s') , (7.3)
0 m

where 7 is the optical depth, « is the absorption coefficient, p is the atmospheric pressure, n,, is the number
density of molecule m and k,, is its absorption cross section. In high resolution line—by—line models the
absorption cross section is obtained by summing over the contributions from many lines,

ZSz ) (s 1, (p(2), T(2))) (7.4)

where each individual line is described by the product of the temperature—dependent line strength S; and a
normalized line shape function g describing the broadening mechanism (for simplicity corrections due to con-
tinuum effects ( , ) are neglected here). For the infra-red and microwave the combined effect
of pressure broadening (corresponding to a Lorentzian line shape) and Doppler broadening (corresponding to
a Gaussian line shape) can be represented by a Voigt line profile.

To compute the spectral radiance and transmission (or equivalently, the optical depth) the integrals in equa-
tions 7.1 and 7.2 have to be discretized. Note that in general the atmospheric pressure, temperature, and
concentration profiles are given only as a finite sets of data points with a typical altitude range up to about 100
km (see e.qg. , )

A common approach is to subdivide the atmosphere in a series of homogeneous layers, each described by
appropriate layer mean values for pressure, temperature, and concentrations; then transmission 7 is given by
the product of the layer transmissions, and the radiance can be calculated recursively (

, ) (“Curtis—Godson approach”). Obviously the integrals in Equations 7.1 and 7.2 can also be
evaluated easily by application of standard quadrature schemes ( , )-

7.2.1.2. Radiative transfer modelling of nadir near infra-red observations

In the near infra-red contributions from reflected sunlight become important, whereas thermal emission is
negligible. Furthermore scattering can be neglected for clear sky (cloud free) observations. Thus the radiative
transfer equation simplifies to

I(v) = r (V) Tr(v) To(v) (7.5)

where r is the reflection factor and 7; and 7; denote the transmission between reflection point (e.g. Earth
surface) and observer and between sun and reflection point, respectively.
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The monochromatic transmission 7 (relative to the observer) is given according to Beer’s law by

T(v;s) = exp|— /S a(v,s') ds'] (7.6)
0

alv;s) = ka(u, 8) N () + a9 (v, 5) (7.7)

where « is the volume absorption coefficient, k,, and n,, are the absorption cross section and density of
molecule m, and o® the continuum absorption coefficient. Note that the absorption cross section is a function
of (altitude dependant) pressure and temperature, i.e. k(v, z) = k(v, p(z), T(z)).

In the infra-red and microwave spectral range molecular absorption is due to radiative transitions between
rotational and vibrational states of the molecules. A single spectral line is characterized by its position 7, line
strength S, and line width ~, where the transition wavenumber (or frequency) is determined by the energies E;,
Ex of the initial and final state, |i), | f),

) = (- B (7.8)

7.2.2. Molecular Absorption
7.2.2.1. Line strength and partition functions
The monochromatic absorption cross section for a single line is defined as the product of the line strength S

and a normalized line profile function g essentially determined by line broadening,

+oo
k(v;0,8,v) = S - g(v;0,7) with /gdu =1. (7.9)

—00

For electric dipole transitions the line strength is determined by the square of the temperature dependent matrix
element of the electric dipole moment and by further factors accounting for the partition function, Boltzmann-
distribution, and stimulated emission,

3he Q(T)

S(T) = D e BRI — omhe?/kT) R, . 10736 (7.10)

here g; is the degeneracy of the nuclear spin of the lower energy state, I, is the relative abundance of the iso-
tope'!, Q(T) is the total partition sum, R;; is the transition probability given by the matrix element of the electric

L2
dipole operator R;; = ‘<f|D\z'>’ . A similar expression is found for the line strength of magnetic quadrupole
transitions. In both cases the ratio of line strength at two different temperatures is given by

Q(Ty) exp(—E;/kT) 1 — exp(—hcv/kT)
Q(T) exp(—E;/kTy) 1 — exp(—hcv/kTp)

S(T) = S(Tp) x (7.11)

Q(T) is the product of the rotational and vibrational partition functions, Q@ = Q.ot - Qvin, Whose temperature
dependence are calculated from

B
QD) = Qun(Th) (;;) , (7.12)
N
Qun(T) =[]0 —exp(—hew;/kT)™" (7.13)

i=1

where 3 is the temperature coefficient of the rotational partition function, and N is the number of vibrational

' In the HITRAN- and GEISA databases the abundances of the Earth atmosphere are used.
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modes with wavenumbers w; and degeneracies d;. Data required to calculate the vibrational partition sums
have been taken from ( ).

7.2.2.2. Line broadening

Even with an ideal spectrometer with full spectral resolution no infinite narrow “delta function” absorption line
could be observed. However, the natural line width which results from the finite lifetime of the excited state and
is described by a Lorentz profile, can be neglected in atmospheric spectroscopy.

Pressure (collision) broadening - Lorentz profile In case of pure pressure broadening the cross section
for a single radiative transition is essentially given by a Lorentzian line profile

/T
= —— 7.14

gL(V) (I/—l))Q +’71% ( )
The Lorentz half width (at half maximum, HWHM) ~;, is proportional to pressure p and decreases with in-
creasing temperature. In case of a gas mixture with total pressure p and partial pressure p, of the absorber

molecule the total width is given by the sum of a self broadening contribution due to collisions between the
absorber molecules and an air-broadening contribution due to collisions with other molecules,

~( (0,ai) P—Ds (0,self) ps> <To>”
P, T) = —= + )k (2. 7.15
e pe ) <7L Do 7L Do T (7.19)

The exponent n specifying the dependence of temperature is so far known for only a few transitions of the most

important molecules. The kinetic theory of gases (collision of hard spheres) yields the classical value n = %

The self-broadening coefficient 7‘56”) is so far known for only a few transitions and will otherwise be set to the

air-broadening coefficient " (mostly specified for N, and/or 0,), i.e.

. T n
T) =A@ 2oy (°> 7.16
wp,T) = - T (7.16)

Typical values of air-broadening coefficients are ~1, ~ 0.1p [cm/atm](see Table 2 in , ).

Doppler broadening The thermal motion of the molecules leads to Doppler broadening of the spectral lines,
which is described by a Gaussian line shape

n2\ 2 v—p\?
gp(v) = 1 (12> - exp [—1112( ) ] . (7.17)
N\ T D

The half width (HWHM) is essentially determined by the line position 7, the temperature T', and the molecular

mass m,
_ [2m2kT
o= D (7.18)
mc

For a typical atmospheric molecule one finds

v ~6-10780y/T[K] for m =~ 36amu.

Combined Pressure and Doppler broadening

gv(v) = gL ®@gp (7.19)
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Several empirical approximations for the half width (HWHM) of a Voigt line (defined by gv (7 £ yv) = 1gv (7))
have been developed ( , ). For the approximation

1 .
W= <017L + 1/02’7%4*4’)/%) with  ¢; = 1.0692, ¢y = 0.86639 (7.20)

a accuracy of 0.02% has been specified, with ¢; = ¢o = 1 the accuracy is in the order of one percent. A
comparison of Lorentzian, Doppler, and Voigt half width is given in Figure 7.4.
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Figure 7.4.: Half widths (HWHM) for Lorentz-, Doppler- and Voigt-Profile as a function of altitude for a variety
of line positions v. The Lorentz width is essentially proportional to pressure and hence decays
approximately exponentially with altitude. In contrast the Doppler width is only weakly altitude de-
pendent. In the troposphere lines are generally pressure broadened, the transition to the Doppler
regime depends on the spectral region. The dotted line indicated atmospheric temperature. (Pres-
sure and temperature: US Standard atmosphere, molecular mass 36 amu).

Numerical Aspects — The Voigt function It is convenient to introduce the Voigt function K (z,y) (normal-
ized to /7) defined by

VIn2/7 K(

gV(V; ﬁa’)’Lv’YD) = %y) ) (721)
D
y [~ et
K Z - dt .
(z,y) - [m CEnEErAl (7.22)

where the dimensionless variables x, y are defined in terms of the distance from the line centre, v — y, and
the Lorentzian and Doppler half—widths ~1,, yp:

l/—ﬁo

D

z = VIn2

and y = vVinz X . (7.23)
D

The Voigt function represents the real part of the complex function W (z) with z = = + iy that, for y > 0, is
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identical to the complex error function (probability function) defined by ( )
w(z) = e % (1 + 2 et dt> = e <1 —erf(—iz)) = e 7 erfc(—iz) . (7.24)
VT Jo
The complex error function satisfies the differential equation
() = —22-w(2) + —= (7.25)
and the series and asymptotic expansions
w(z) = i U2 (7.26)
=r(E+1)
i =T (k+3) i (T

For vanishing arguments z or y one has K(0,y) = ey’ (1 — erf(y)) and K(z,0) = e’ respectively, where erf

is the error function. Truncating the asymptotic expansion of the complex error function readily shows that the
wing of the Voigt profile is approximated by a Lorentzian. Further mathematical properties and relationships of
the Voigt function and complex error function can be found in the extensive review by ( ) orin

(1964).

Approximation of an arbitrary function by a rational function, i.e. the quotient P,;/Qy of two polynomials of
degree M and N is generally superior to polynomial approximations ( , ). Because
of the asymptotic behaviour Equation 7.27 of the complex error function, the degree of the nominator and
denominator polynomials are constrained by N = M + 1. For M = 6 ( ) have developed a
complex rational approximation with a relative accuracy of 6 digits in the entire x, y plane,

&
aymzZ™
P(z —
w(z) = (f) = TXZEI where z=y—iz (7.28)
Q@) ~
n=0 "

Numerical values for the real valued coefficients a,, and b,, are given in Table 7.1. Note that ag = 1//7 in
accordance with the asymptotic expansion Equation 7.27. Furthermore ag /by ~ 1 as required by K(0,0) = 1,
cf. Equation 7.26.

Table 7.1.: ( ) algorithm.

Numerical Aspects — Computational Challenges

ap = 122.607931777104326

by = 122.607931773875350

a; = 214.382388694706425

b1 = 352.730625110963558

az = 181.928533092181549

by = 457.334478783897737

a3z = 93.155580458138441

bz = 348.703917719495792

as = 30.180142196210589

by = 170.354001821091472

as = 5.912626209773153

bs = 53.992906912940207

aeg = 0.564189583562615

bg = 10.479857114260399

by = 1.0

The computational challenge of high resolution atmo-

spheric radiative transfer modelling is due to several facts. The summation in Equation 7.4 has to include all
relevant lines contributing to the spectral interval considered. In many line-by-line codes a cut-off wavenum-
ber of 25 cm ™! from line centre is frequently employed for truncation of line wings. Note that the widely used
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HITRAN and GEISA spectroscopic databases ( ; , ) list more
than a million lines of about 40 molecules in the microwave, mfra red to ultraviolet regime, whereas the JPL
spectral line catalogue ( , ) covering the submillimetre, millimetre, and microwave only has

almost 2 million entries.

Furthermore the wavenumber grid has to be set in accordance with the line widths +, i.e. the grid spacing is
typically chosen in the order of jv ~ ~/4. Typical line widths due to pressure broadening are in the order of
~v(p) = (p/po)0.1cm with py = 1013 mb. In the atmosphere the pressure decays approximately exponentially
with altitude z, and the line width decreases accordingly until Doppler broadening (proportional to line position
and the square root of the temperature over molecular mass ratio) becomes dominant (cf. Figure 7.4). For a
spectral interval of width Av = 10cm in the region of the CO, v, band around 500 cm the number of spectral
grid points is in the order of 10°.

A variety of approaches has been developed to speed-up the calculation and an essential difference between
different line-by-line codes is the choice of the line profile approximation, wavenumber grid, and interpolation.
Some of the algorithms are specifically designed for the individual functions to be calculated, e.g. the (

, ) algorithm used in FASCODE ( , ): The Lorentzian (or Voigt function) is
decomposed using three or four even quartic functions, each of them is then calculated on its individual grid
(a similar technique using quadratic functions has been developed by , ). GENLN2 ( ,

) performs the line—by—line calculation in two stages, i.e., the entire spectral interval of interest is first split
in a sequence of “wide meshes”; contributions of lines with their centre in the current wide mesh interval are
computed on a fine mesh, and the contribution of other lines is computed on the wide mesh. ( )
defines a series of grids and evaluates line wing segments of larger distance to the line centre on increasingly
coarse grids. ( ) also uses a series of grids with 2* + 1 grid points (k = 1,2, ..., where the coarsest
grid with 3 points spans the entire region) and uses a function decomposition similar to ours.

Figure 7.5.: Observation geometry for SCIAMACHY nadir.

The line—of—sight (LoS) in an one-dimensional spherical atmosphere is usually defined by the observer position
(altitude) and the viewing angle (zenith angle), with o = 0 for a vertical uplooking, and « = 180° for a vertical
donwlooking (nadir) path.

For calculation of the path geometry it is more appropriate to use radii instead of altitudes, e.g.

Tobs = T'Earth T Zobs (729)

Tend = TEarth + Zend (7.30)

for the observer point and the path end point. For all observation geometries the radius (altitude) of the LoS
tangent point to the observer is given by
Tt = Tobs * sin « (731)
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7.2.3. Geometry

7.2.3.1. Uplooking

By convention, uplooking paths are characterized by zenith angles « < 90°, see Figure 7.6. The distance of
the tangent point to the observer and to the path end point (usually at top-of-atmosphere, ToA) are given by

t = Topbs - COS QU (7.32)

s=Jr2 —ri—t (7.33)

The angle at the path end point and the earth centred angle are

B = arcsin (7.34)
Tend
1) = arccos It +a— T (7.35)
Tend 2
Alternatively the angles can be computed according to the sine theorem
Tobs Tend _ S (736)

sin - sin(r — «) sin

Figure 7.6.: Geometry of uplooking path.

7.2.3.2. Downlooking

Downlooking paths are defined by zenith angles o > 90° and a tangent point altitude h; < 0, see Figure 7.7.
The length of the path is given by

— 2
s = Tobs

—r2—t (7.37)
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with

t = Tops - COS O (7.38)

and angles are given by

. T
8 = m — arcsin
Tend

(7.39)

1) = arccos — arccos

Tobs Tend

(7.40)

Figure 7.7.: Geometry of downlooking path.

7.2.3.3. Refraction

Because of refraction the line of sight is curved towards the Earth centre. For a atmospheric path defined by
observer position and viewing angle (w.r.t. zenith) this results in

> a lower tangent point of the path
> an increased path length

Path refraction is characterized by an refractive index n different from 1.0 (vacuum). Assuming a layered
atmosphere with constant values of pressure, temperature, densities, and hence refractive index in each layer,
the path geometry can be deduced from

> Snell’s law

msin B = mi1sinogig (7.41)
> Triangle geometry
Ty Ti4+1
= 7.42
sin 3; sin o ( )
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> The refractive index is calculated according to the recipe given for the MIPAS NRT processor (Carlofi
et al., 1998)

n(n) — 1 =0.000272632 x n/ng  with ng = 2.54683 - 10" molec/cm® (7.43)

level 1 4

’ [l I
1 ; .
i

Figure 7.8.: Refraction for an uplooking path

For an uplooking path starting at an altitude hy = ro—rgarsn With zenith angle aq, the refracted path is calculated
in a step-wise fashion, cf. Figure 7.8. First the path incident angle at the top of the current layer, i.e. just below
next level is obtained from
. oo,
B, = arcsin(— sin ay)
Ti4+1

The length of the path segment between altitudes h; and k.1 is given by

s = \/(rl+1 —rsinqy) - (rpp1 +rsineg) — rpcos o

Using Snell’s law (Equation 7.41) the next zenith angle is computed as

. M, i+1 .
Q41 = arcsin (_77—5— - sin 5l+1)
M+1,142

where 7 is the mean refractive index of the atmospheric layer between r; and r; ;.

For SCIAMACHY nadir observations, refraction is only taken into account for the Sun — Earth surface path
element, that can be modelled as an uplooking path for a ground based “observer” with viewing angle defined
by the solar zenith angle (SZA), see Figure 7.5. For the “downlooking” path segment (satellite — Earth surface)
with viewing angles < 30° refraction can be neglected.
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7.2.4. Instrument - Spectral Response

The instrumental response is taken into account by convolution of the monochromatic intensity spectrum (7.1)
with a spectral response function S (a.k.a. instrumental line shape function ILS)

I/(y) = IS (v) = / Iv)yxSw—-v)d/ (7.44)
(in general a further convolution will be required to account for the finite field of view, however, this is usually
negligible for nadir viewing). For SCIAMACHY NIR measurements Gaussian, hyperbolic or Voigt profiles are
commonly used,

1/2 2
Sa(v,y) = 1 (an) - exp [—ln2 (V) ] (7.45)
YN\NT YD
3 o
Sutnr) = P (7.46)
Sy, ve.ve) = Sc,vr) ® Sa(vva) (7.47)

where the Voigt profile 7.19 is a convolution of the Gaussian with a Lorentzian profile
SL(v,) = 7/ [7(® + %] .

Note that all profiles defined here are normalized to unity, i.e. | S(v)dv = 1.

— 00

7.2.5. Input data for forward model

Modelling high resolution infra-red radiative transfer is usually done by means of line-by-line models reading
molecular spectroscopic data from databases such as Hitran ( , ) or Geisa (

, ), see Figure 7.11. Whereas spectroscopic data of methane and carbon monoxide have
not been changed in recent versions of these databases, water spectroscopic data have been updated recently,
see Figure 7.9.
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Figure 7.9.: Water lines in SCIAMACHY channel 8 — Inter-comparison of recent Hitran 2004 and Geisa 2003
line data and corresponding cross sections. (H.O data in Hitran 2000 are approximately identical

to Geisa).
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Figure 7.10.: Temperature dependence of molecular spectroscopic lines in SCIAMACHY channel 8 (Hitran
2004 database) indicated by the length of the vertical “error” bars.
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Figure 7.11.: Molecular spectroscopic lines in SCIAMACHY channel 8 according to the Geisa database.
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Figure 7.12.: Temperature profiles (left) and volume mixing ratios (right) listed in the AFGL model atmosphere
data set.
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Figure 7.13.: Solar irradiance

7.3. Inversion

7.3.1. Non-linear least squares

The objective of SCIAMACHY near infra-red measurements in nadir viewing geometry is to retrieve information
on the vertical distribution of trace gases such as N,O, CH, or CO, e.g. the volume mixing ratio ¢x (z) or number
density nx(z) = gx(2) - nair(2) of molecule X. The standard approach to estimate the desired quantities & from
a measurement i (a vector of m components) relies on (in general non-linear) least squares fit

2

§— F(&) (7.48)

min
xT

Here F denotes the forward model R™ — R™ essentially given by the radiative transfer and instrument model.
Because of the ill-posed nature of vertical sounding inverse problems, it is customary to retrieve column den-
sities -
Nx(z0) = / ng(z)dz, (7.49)
20

where z is the ground elevation (surface altitude).

Denoting by «,,, the scale factors to be estimated and by 7,,,(z) the reference (e.g. climatological) densities of
molecule m, the up-welling monochromatic radiance 7.5 can be written as

I(v) = rpe Isn(v) exp —/—Z AT (2) ke (v, 2")
4
O Il m 1
o jodZ” Z _ ( //) k ( //) (7 50)
xp | — P (27 ke (v, 2 )
, Ho
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where for simplicity we have used the plane—parallel approximation with i = cos € for an observer zenith angle
6 and ug for the solar zenith angle 6 ; furthermore continuum is neglected here. Introducing the total optical
depth of molecule m (for the reference profiles and the entire path),

—

F(@) = I(v) (7.51)
= T',LL@ Isun(V) e an (l’me,(l/) ® S(V7 ’7) + b’

where the state vector 7 is comprised of geophysical and instrumental parameters &,~,r and an optional
baseline correction b (generally a polynomial).

For the solution of the non-linear least squares problem 7.48 BIRRA uses solvers provided in the PORT Opti-
mization Library( , ) based on a scaled trust region strategy. BIRRA provides the option
to use a non-linear least squares with simple bounds (e.g. non-negativity) to avoid non-physical results, e.g.

. — 2
¥ — F(7)

min
x>0

(7.52)

7.3.2. Separable non-linear least squares

Note that the surface reflectivity » and the baseline correction b enter the forward model F = 1(7,\ ), 7.51,
linearly and the least squares problem 7.48 can be reduced to a separable non-linear least squares problem
( , ). Splitting the vector ¥ of parameters to be fitted into a vector & of non-linear
parameters and a vector j3 of linear parameters, i.e.

i— (@ 0F) with FeR* @R, fecRiandn=p+q, (7.53)
the forward model can be written as .
F(@) — > Bifi(d) . (7.54)
=1
where FF € R™ and f; € R™ for [ = 1,. .., q. Combining these functions in a matrix
A(a) = (ﬁ(&),ﬁ(&),...,ﬁ(&)) with 2 € R™*4 (7.55)

p -
7.48 is a linear least squares problem ming ng— QlﬁH for the vector 3, that is (formally) solved by

A= () ATy (7.56)
Inserting this solution in 7.54, the original least squares problem 7.48 becomes

2
(7.57)

min
o

7- (@) AT) i@

l

This is a non-linear least squares problem for & independent of 3 and can be solved in the usual way by means
of Gauss—Newton or Levenberg—Marquardt algorithms. Once the optimum & is found, the linear parameter
vector /3 is obtained from 7.56.

The main advantages of this approach are
> The non-linear least squares solver has to iterate only for a reduced fit vector &
> no initial guess is required for the linear parameters 3

> The size of the Jacobian matrix is reduced
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7.4. CO Retrieval

7.4.1. Detailed Description

Carbon monoxide (CO) is an important trace gas affecting air quality and climate. It is highly variable in space
and time. About half of the CO comes from anthropogenic sources (e.g. fuel combustion), and further signifi-
cant contributions are due to biomass burning. CO is a target species of several space-borne instruments, i.e.
for AIRS, MOPITT, and TES from NASA’s EOS satellite series, and MIPAS and SCIAMACHY on ESA’s EN-
VISAT. For the retrieval of carbon monoxide the spectral interval 4282.68615 to 4302.13102 cm~', i.e. 2.3244
pum to 2.3350 um was used. Pressure and temperature profiles were taken from the COSPAR International
Reference Atmosphere (CIRA) providing data for each month and 34 latitudes. An US standard atmosphere
was assumed for the molecular density profiles. Surface reflectivity was modelled with a second order polyno-
mial, baseline was ignored. Correction factors for CO, CH, and H,O are simultaneously retrieved. The product
contains the correction factors, the resulting columns from the multiplication of the correction factors with the
starting values and a "CH, corrected" value of the total CO column. The underlying assumption for the latter
is that CH, is homogeneously distributed compared to CO. The division of the correction factor for CO by the
correction factor for CH, corrects approximately for remaining instrument effects, clouds in the FoV, etc:

2CO =VCDco res - 55;4 (7.58)

Additionally the product also contains the directly retrieved CO column:
CO = VCDCO,Tef ¢ 7¢l0) (759)
CO is a very weak absorber. Additionally, bad pixels and a growing ice layer in channel 8 hampers the retrieval.

Thus, the most likely use case for the CO retrieved values are averages over a larger data set (e.g. monthly
means). The quality flags in the products (described in A.2.1) should be examined.

7.4.2. Retrival Settings

Level 1b-1c Settings

Calibration All calibrations except polarisation and radiometric

SMR A0 (Sun over ASM diffuser without radiometric calibration)
Main Settings

Fitting Interval 2324.4 - 2335.0 nm

Absorbers Fitted CO, CHy, HyO

Polynomial Degree Albedo | 2

Slitfunction Gaussian

Proxy for xCO CHy

7.5. CH, Retrieval

7.5.1. Detailed Description

The C H, retrieval uses 2 spectral windows in channel 6. As a proxy correction to take into account the effect
of clouds and transmission changes CO- is used, since its variations are small compared to methane. As for
CO two columns can be found in the product, the total column
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CH4 = VCDCH4T@f QO HA4A (760)

and the total column corrected by the CO, proxy

2CHy = VCDepapey - —2H2 (7.61)
aco2
7.5.2. Retrieval Settings
Level 1b-1c Settings
Calibration All calibrations except polarisation and radiometric
SMR A0 (Sun over ASM diffuser without radiometric calibration)
Main Settings
Fitting Interval 1557.18 - 1594.13 nm & 1628.93 - 1670.56 nm
Absorbers Fitted CO,, CHy, H>O
Polynomial Degree Albedo | 2
Slitfunction Gaussian
Proxy for xCH, COq
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8. Limb Algorithm General Description

8.1. Summary of Retrieval Steps

Before we describe the mathematical background of the retrieval in detail we give a short description of the
processing and relate the steps to the following sections.

Input for the retrieval are fully calibrated Level 1c¢ data ratioed with a measured spectrum at a reference height.

Geometry of the problem: Section 8.2.2. In order to calculate the radiation field for the forward model, we
first formulate the line-of-sight geometry and the coordinate system.

8.2. Forward model radiative transfer

8.2.1. General considerations

The radiative transfer equation for the diffuse radiation is:

% (r,Q) = —0exe (v) [ (r, Q) + J (r, ),

where I (r,?) is the radiance at the point r in the direction characterized by the unit vector Q, ds is the dif-
ferential path length in the direction Q, 0., is the extinction coefficient and J (r, ) is the source function. In
the following discussion we omit for simplicity specific reference to wavelength dependence. The direction 2
is characterized by the zenith and azimuth angles 6 and ¢, respectively, and we indicate this dependency by
writing Q = Q (6, ¢). The source function can be decomposed into the single and multiple scattering source
terms

J(r,9Q) = Jss (r, Q) + Jus (r,82) .

The single scattering source function contains the solar pseudo-source term and the thermal emission as
determined by a Planck function B (T),

sun

Jss (r,Q) = UsLt(r)P (r,Q, Qsun) Fsune™ "o

(Jr—rroa(r)]) + Oabs (r) B (T (I’)) s
47

while the multiple scattering source function is given by

Oscat (I‘)

Jus (r,Q) = o

/ P(r,Q,Q) I (r,Q) d.
A
In the above relations, Qg = Q (fsun, dsun) IS the unit vector in the sun direction (or the solar direction),
Text (|I‘1 - I‘2|) = / Oext (I‘/) dS/,
[r1—ra|

is the extinction optical depth between the points r; and rs, rgs (r) is the point at the top of the atmosphere
correspondingto r, rroa = r —|rroa — r| Qsun, Fsun iS the incident solar flux, os..t is the scattering coefficient and
P (r,Q, ) is the effective scattering phase function with @ and Q' being the incident and scattering directions,
respectively.
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In practical applications it is more convenient to introduce the function

S(r,Q,9Q) = 0scas (1) P (r,Q2,Q)

and to express the single scattering contribution as

Fon ey
Jos (1,92) = 728 (1,9, Qoun) € Tex (P 6 (1) B (T (r))
7
and the multiple scattering term as

Jus (£, Q) = L S(r,Q,Q) I (r,Q) dQ.

47 A

Beginning at a reference point r, and performing an integration along the path |r — r.|, the following integral
form of the radiative transfer equation can be obtained:

I(r,Q) = I(ry,Q)e 7D
—|—/ J(r',Q) e (=" qs’.
|r—ry|

At this stage of our presentation we consider a discretization of the line of sight as shown in Figure 8.1. To
compute the limb radiance at the top of the atmosphere on the near side of the tangent point we use the
integral form of the radiative transfer equation and derive a recurrence relation for the diffuse radiance at a set
of discrete points along the line of sight. With {rp}évil being the set of intersection points of the line of sight
with a sequence of spherical surfaces of radii v, i = 1,2,..., N, we apply the integral form of the radiative
transfer equation to a layer p, with boundary points r, and r,11, and obtain

Iy (Qos) = Ipyr (Sdnos) e 7=rte
+/ J (r', Qros) e Trlr | gy (8.1)
[rp—rpt1]
In the above relation I, (Qos) = I (rp, Quos) is the intensity at the point M, A, = |r, — r,+1] is the limb/nadir
path and .. , iS the extinction coefficient on the layer p. To transform (8.1) into a computational expres-

sion we have to describe more precisely the scattering geometry, to characterize the optical properties of the
atmosphere and to evaluate the source terms.

sun, p

sun

Earth

Figure 8.1.: Integration along the line of sight
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8.2.2. Geometry of the scattering problem

In this section we derive some geometrical parameters under the assumption that the input data are
1. the zenith angle of the line of sight Aqs,
2. the zenith angle of the sun direction 6,, and

3. the relative azimuthal angle between the line of sight and the sun direction ¢.

Line of sight 2 AZ

Line of sight 1

4{‘
\ S

Figure 8.2.: For a sequence of limb scans characterized by different tangent levels, the solar zenith angle and
the zenith angle of the line of sight are scan dependent.

By convention, we assume that these angles are specified at the top of the atmosphere in a coordinate system
attached to the near point of the line of sights. We choose the Earth coordinate system such that the X-axis is
parallel to the line of sight Qs , that is,

Qros = €.

The spherical coordinate system (e,,eg,e,) correspond to the near point A on the line of sight, while the
spherical coordinate system (e,, e41,e,1) is obtained by a plane rotation of the coordinate system (e,, eq, e,)
with the angle ¢. Note that for a sequence of limb scans characterized by different tangent levels, the solar
zenith angle 6., the zenith and azimuthal angles of the line of sight 655 and g, respectively, are scan
dependent. The spherical unit vectors are given by the relations:

e, = cosbggey + sinbgse,,
eyp = sinfgse, — cosbigse,,
e, = ey,
and
ep1 = cospgsinfgsex + singpgey — cospy cos O gse, (8.2)
e,1 = —singgsinfgsey + cosppey + singg cos frgse, (8.3)
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while the unit vector of the sun direction egy, = —Qgun, read as

€sun = c0SOgupe, + sinfgeqq
= (sinfsuncosposindios + cosfsuncosbios) €x + sinfsunsingpgpey

— (sinfguncospocosbos — cosOsupsindros) €, (8.4)

We define the solar coordinate system such that the Z;,,-axis is parallel to the sun direction eg,, and the
Ysun-axis is parallel to the azimuthal unit vector e, i.e.

€z sun = €sun; €y,sun = €pl1, €x,sun = €y,sun X €z sun-

In view of (8.3) and (8.4) it is apparent that the Cartesian unit vectors ey sun, €y,sun and e, cun Can be expressed
in terms of the Cartesian unit vectors e,, e, and e,. The unit vector of the line of sight Q45 can be computed in
the solar coordinate system as

QLOS = €x = Nx,sun€x,sun + Ty sun©€y,sun + Nz ,sun€z,sun (85)

with the coordinates being given by

Nx,sun = ©x° €x sun = _SlnesunCOSQLDS + CosesunSIHQLDSCOS@O
Nysun = ©€x* €y sun = S'inSDOSineLOS
Ngsum = €x - €z sun = SiNfgynSinbrgscospy + cosbsyncosbigs
Az
Solar direction
A ’
Line of sight
T
sun Y
e(pl -
A o
er e(p
Gsun Xsun
eLOS LO:
sun e
01
X ‘fo\
esun (PO VA
sun

Top of the atmosphere

Sun

Figure 8.3.: The Earth coordinate system is such that the X -axis is parallel to the line of sight Qi4s. The solar
coordinate system is such that the Z ., -axis is parallel to the sun direction egy, = —Qsua and the
Yasun-axis is parallel to the azimuthal unit vector e,,. The spherical coordinate systems (e,,eq,e,,)
and (e,, eq1,e,1) are rotated by ¢y.
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Let M, be a point on the line of sight situated at the distance s, from the near point A. The Cartesian
coordinates of the near point A in the solar coordinate system are given by

TAsm = —T151005un;, Yasun = 0, 24 sun = 7100805un- (8.6)
In this context we use the representation
TA = TA sun€x,sun T YA4,5un€y,sun + 2A, sun€z sun,
to express the position vector of the point A/, on the line of sight as
ray, =Ta — S5pQos- (8.7)

In view of (8.5) - (8.7) it is apparent that we can compute the Cartesian coordinates of the point A4, in the solar
coordinate system: xas, suns Y01, ,sun @Nd 227, sun, While a standard transformation routine enable us to calculate
the polar coordinates (r1ev(p): Psun,p> Ysun,p) from the Cartesian coordinates (2, suns Yar, suns 20, ,5un)- The
significance of r14,(,) Will be clarified latter.

Top of the atmosphere Line of sight

LOS

_/
[\CD_
—
Y =

2 26in%0
r,mrsinto, ¢

- -
-t -

r,coso, .
e E— |

A Z

Line of sight

Top of the atmosphere

stage index :

point index : 2 p—

layer index :

>

Figure 8.4.: Limb viewing geometry. Top: The point M, is situated at a distance s, from the point A. The
depicted situation corresponds to the case p < p, where p is the tangent level index. Bottom: The
points on the line of sight are 1, ...,2p — 1, the stages on the line of sight are 1, ...,2p — 2 and the
traversed limb layers are 1, ...,p — 1.
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In the radiative transfer calculation we are interested in the calculation of the spherical coordinates 6qs, and
wros,p Of the line of sight vector Qo5 in the spherical coordinate system attached to the point M,,. Using the
representation (8.5), we have

QLDS = nx,sunex,sun + ny,suney,sun + nz,sunez,sun
= Muyos,r,€r, T MLos,®,€d, + MLos, ¥, €T,
which gives
mLOS,rp = *Sin\psun,pnx,sun + Cos\psun,pny,sun
Myes,®, = Cos(bsun,pcos‘l/sun,pnx,sun + COS‘I)sun,pSin\pSLm,pny,sun - Sinq)sun,pnz,sun
mLDS,\IIp = Sin(bsun,pcoslpsun,pnx,sun + Sin(bsumpSin\I/su.n,pny7sun + C()S(I)sun,pnz,sun

Finally we pass from the Cartesian coordinates (myos,, . mros,,, mwos,v, ) t0 the spherical coordinates (1, fyos ., ¥ros,p)
by using a standard transformation routine. The cosine of the scattering angle between the line of sight and
the sun direction is given by

COs @sun = qun *€Los = —€sun ' €Los = Slnq)sun,meDS,@p - COS(I)sun,meOS,rp~

Obviously, cos ©¢., should have the same values at all points on the line of sight and this property should be
used as an internal check of the code.

To define some parameters of calculation we first introduce the tangent level p as that level for which it holds
that r5 = r¢g, Where ryg = rearen + heg, With by being the tangent altitude. In this context, we define

1. number of points on the limb path, NFss™ = 25 — 1;
2. number of stages on the limb path, N8 = NEs™ — 1 = 2p — 2;
3. number of levels above and including the limb path N/g¥e* = p.
4. number of layers above the limb path, Nj2J** = Nlevel — 1 = j — 1;
5. the limb paths computed in the earth coordinate system at all stages,
Np =5y —5ps1, D=1,..., Nips&,
where the distances from a generic point M, on the limb path to the near point A are computed by

51 =0 , sap_1 = 21y cosfpgs,

_ 2 12 o —
sp = ricosbios — /T2 —risin®fs, p=2,...,p—1,
5 = cos Oros + 1/r2 — r2sin® 0 =2,..,p—1
S$2p—p 1 LOS Tp —Trisil Uros, P y e P )

sp = 7108 00s;

the limb zenith angles of the point M,, 005, p = 1, ..., NEgs™";

L]

the limb azimuthal angles of the point M,,, ¢ros . p =1, ..., Nfgsi“t'

the solar zenith angles of the point M, ®cyn p, p = 1, ..., NFsa™";

© © N 2

the cosine of the solar scattering angle cos Ogyy-
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sun

sun, p

sun

Figure 8.5.: Top: The spherical coordinates of the generic point M, in the solar coordinate system
(rlev(,,),@sunyp, \Ifsunyp). Note that the near point A is situated in the X unZ<uw-plane. Bottom:
Spherical angles 0145 , and yros,, of Quos in the spherical coordinate system attached to M,,.

Due to the peculiarities of the limb scattering geometry, two important maps can be defined:

1. the map lev (p) which map the point index p, p = 1, ..., NE%™*, into the level index

1<
lev (p) = - b, s
2p—p, P<

2. the map lay (p) which map the stage index p, p = 1, ..., N33, into the layer index

lay (p) =9 __ i ~
2p—p—1, p<p<2p—2

The map lev (p) will be used when computing the solar paths Ag, s and the multiple scattering term (see
below), while the map lay (p) will be used when deriving a recurrence relation for intensities and Jacobian.
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When computing the single scattering term we need to evaluate the optical depth between a point M, and the
top of the atmosphere (along the sun direction)

sun __ / ’
Toxtp = / Oexs (1) ds’.
[rp—Troal

The computational relation is
Ntrav

sun,p

sun  __ —
7’ext,p - Z a'ext,uAsun,p,ua
u=1

where Nzi2v is the effective number of solar traversed layers at the point 1/, and 7., ., is extinction coefficient
on the layer u. We are now concern with the calculation of the solar paths Ay, ;.. at all points M,, on the line
of sight, that is, for all u = 1,..., N227 and p = 1,..., Nfgs . Considering the point M, in the solar coordinate

sun,p

system we are faced with 2 situations which we have to consider:

1. ®qunp < 7/2. In this case no layers below M, appears in the calculation of the optical depth and the
number of solar traversed layer is
NEE2 = lev (p) — 1.
2. O > /2. In this case additional layers appear below M, and we compute the index ¢ as the first
index for which the inequality r1ey(p)1t41 < T1ev(p) Sin Psun,p NOldS true. The number of of solar traversed
layer is

NIV =lev (p) + t,

sun,p

[2_ 2 . 2
[r2— )
N7 =TS P, ,

B

Case : ¢\w.,p<"/2 0

iy 41417 1y SN ¢.\mz,p

Case: 9, > /2

Figure 8.6.: Solar traversed layers in the cases ®gun p, < /2 (fop) and ey , > 7/2 (bOftom).
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8.2.3. Optical properties

We consider a discretization of the atmosphere in N, levels: r; > ry > ... > rp,_ with the convention 71 = rps
and ry,,, = 7s. Alayer j is bounded at above by the level r; and below by the level r;,; the number of layers
is given by Nyiay = Niey — L.

The gas law for air molecules states that
p=nkT,
or equivalently that
R
—T
Ny~
with k = R/N 4. The hydrostatic equilibrium law for air molecules is

p=n

__gpM
dp = T dr,
whence accounting of the gas law we see that
M
dp = ng—An (r)dr.

In terms of finite variations, the hydrostatic equilibrium law for air molecules takes the form

n(r) Ar = ;V—]\ZA
and further :
n (r) Ar [moﬂ = 2.120156 - 102 - Ap [mb]
cm

8.2.3.1. Partial columns

The partial column of the gas ¢ on the layer j is given by

- KTy [
Xgj=——

s

kTy [T Ty [T
ng (r) dr = =0 VMR, (r)n(r) dr = — VMR, (1) p(r) dr,
Po Jrjp Po Jrji Po Jrjia T (r)

(8.8)

where the gas law p = nkT and the expression relating the number density of the gas ¢ to the air number
density n,
ng=VMR,-n,

have been employed. The computational relation then takes the form

_ _ VMR,[.]p [mb] )
X, [1073cm]| = 2.69578 - 107(9 r) ) Arj,
9,7 [ ] T[K] ( ) i J
with
VMR,[]=10"%- VMR, [ppm].
Another relation can be derived if we assume that the hydrostatic equilibrium law holds true. In this case we
obtain

_ kT, i kETy— i
X, = — VMR, (r)n(r) dr = —2VMR,,, / n(r) dr
Po Jrjps Do Tit1
KTy KToNA———
= — VMR, ;n;A\r; = VMR, :Ap;
20 g,V T4 PogM 9,5 2P
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and the computational relation read as

X,.; [107%em] = 0.789087 - 10° - VMR, ; [.] Ap; [mb] . (8.9)

8.2.3.2. Number density and VMR

Because the retrieved quantities are the partial columns it is important to relate the partial columns to the
number density and VMR. From the relation (cf.(8.8))

- KTy (77 kT,
XgJ' = 70 TLg (T‘) d’l' = 7077Lg7jATj,
Po Ti+1 Po
we get
molec X, [1073cm]
g | —— | =2.6868 - 1011 &L -
9 { cm3 } Arj [km]
To compute the VMR we use again (8.8) which yields
¢ To [V p(r) To=5 (P )
Xy =— VMR, (r dr=—VMR, ;= (r)) Ar,
P po Ti41 s (1) T(r) Po 9 (T ( )>J !
and further ~ ,
X4 (107
VMR, [] = 2 [10"cn] ,

2.69578 - 107 - (% (r)) A (k]
J

When the hydrostatic equilibrium law is assumed to holds true, the computational relation is (8.9) and the result
is, _

B X, [1073cm]

~ 0.789087 - 106 - Ap, [mb]

VMR, ;]

8.2.3.3. Scattering optical depth of air molecules

The scattering optical depth of air molecules on the layer j is defined by

Tj Ar; r
2y ) = Ceene ) [ 00 dr = Cane ) [ B

Ti+1 0

and the computational expression is

scat,j

L (3) = 0724311 - 102 - Cacae () [em?] {222 (00} Ar km
) J
Assuming that the the hydrostatic equilibrium law holds true, we obtain

7500 (3) = Caeas (V) / 7 (1) dr = Caas (\) 7575 = Cacas (A) 2

Ti+1

and further
7oL (A) = 2.120156 - 10*? - Cscar, (A) [em?] Ap; [mb]

scat,j

For the scattering coefficient we get
7—_mol

(A
ol (\) = Lﬂ()

Jscat,j IND
J

SGP OL1b-2 ATBD Version 6 Page 69 of 145



Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

i DLR

The Rayleigh scattering coefficient Cs..t. (A) is computed by using the relation

3.99-1074 (1/0)* 102
1-1.06-10"2(1/A)* = 6.68 - 10— (1/A)*

Cscat (A) [cmg] =

with A [pm].

8.2.3.4. Absorption optical depth of gas molecules

The absorption optical depth of gas molecules on the layer j is a sum over all constituents
Tave,j (A Z Tava,g.s

where the optical depth of the gas component g is given by

—mo " ~ Do o
Tab:,g,j (A) = Cabs g, ()‘)/ ng (1) dr = Caps,g,j (A) KTy Xg.,j
i1

or equivalently, by B _
7L 5 () = 2.6868 10 - G () [ern?] X, [10 e

abs,g,]
The absorption coefficient is then computed accordingly to the relation

7l ()
5:11?;,]‘ ()\): bA’Jr .
J

8.2.3.5. Scattering optical depth of aerosols

The scattering optical depth of aerosols on the layer j depends on the aerosol optical thickness ... ; and the
wavelength A,
Toeaj (\) = taerj [A35 + (A — Arer) 337

For the extinction optical depth we have a similar relation
Tontj () = taer,j [a17 + (X = Arer) 57| .

The scattering and extinction coefficients are then given by

ner  Teeary (M)
Oscat,j (A) = Trj
and frer ()
ner _ Texty
Oext,j (A) = Trj’
respectively.
8.2.3.6. Total extinction optical depth
Since
extinction = scattering by air molecules + absorption by gas molecules

+ extinction by aerosols
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the total extinction optical depth on the layer j is computed as

Text,j (A) = [Tacar,; (N) + Tapa ;s (V)] + 7ot (V)
while the extinction coefficient is given by

7_—ext,j ()\)

5ext.,j (>‘) = IND
J

Because only the absorption of gas molecules depends on partial columns, the partial derivative of the extinc-
tion and absorption coefficients with respect to the partial columns of the gas g are given by

aa-ext,j
0Xg,5

_ ~mol
_ 8Uabs,j aO-abs,j

1 =
A= —2 A) = 2.6868 - 100 - ——Clps o.i (A
an,j ( ) anJ ( ) ATJ b agsJ( )

(M)

while the partial derivative of the extinction and scattering coefficients with respect to the aerosol optical thick-
ness read as

86‘ext7j 1 —aer ~aer

Bty = By [T O der) 2]
and

aa—scat,j

1 —aer —aer
Otaer.s W) = 7, (85 + (A= A a5

8.2.3.7. Phase functions

For a scattering atmosphere, the effective scattering phase function accounts of Rayleigh scattering by air
molecules (molecular scattering) P and Mie scattering by aerosols (particle scattering),
S N = 0scar (1 \) P (r,Q,Q, )
= 020 (1, A) Pray (0, N) + 02, (r, A) Buie (r, 0,2, N).

scat scat

If cos® = Q- is the cosine of the angle © between the incident and scattering directions, we have the
simplified representation

S(r,co80,\) = 0gcat (1, A) P (r,cos 0, \)
= 000 (1, A) Pray (cos ©,\) + 0252, (r, A) Prse (1,c08 O, ) .

scat scat

In practical applications it is important to compute
Pray (cOS Ogun, )

and B
PMie,p (COS @suna )‘>

for all stages p = 1, ..., Ns&°. The Rayleigh phase function possesses the representation

Pray (cos©, 1) = A(X) + B (\) cos® ©

with
A(N) = 3+3p(N\) B\ = 3—3p(\)
C4+2p(N)’ 4420\
The depolarization ratio is computed as
6Fk (A\) —6
p(A) TP (V)13
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while the King factor is given by

2 4
F 1 5 (1
% (\) = 1.04695 + 3.25031 - 10~ (A) 1 3.86228 - 10~° <A>

with A expressed in um. The Mie scattering phase function takes the form
L~ Gy V)

pMie,lay(p) (COS 9, )\) =
(1 + gfay(p) (A) = 2G1ay(p) (A) cos @)

3/2°

where the asymmetry factor gi.,(,,) On the layer lay (p) is computed as

—aer

glay(p) ()‘) = a‘4,1ay(p) + ()\ - )\ref) dg,efa}’(?)'

8.2.4. Recurrence relation for limb radiance and Jacobian

We are now well prepared to transform equation (8.1) into a computational expression. For two points on the
line of sight M, and M,,1, characterized by the position vectors r, and r,;, and being the boundaries of the
layer lay (p), the integral form of the radiative transfer equation takes the form

Ip (QLDS> - Ip+1 (QLOS) eia-ex':th(P)AP

— ’
+ / J (', Qups) e~ T [ro=rl g
[rp—rpta]

with I, (Qes) = I (rp,Ques) and A, = |r, —r,41]. Note that the position vector of the point M, is rp,
while the radial distance is r (M,), that is, in the solar coordinate system we have the representation r, =
(r (M), ®sunp, Yeunp)- The downward recurrence relation starts at the point index Nfs™*, where for limb
viewing geometries,

INESSint (QLgs) = 0

A
p
-l S ,‘
level index : ey (p+1) lev (p)
point index :  p+1M o1 P M
stage index : @ p=1,..,2p-2
layer index : 2 lay(p)

rp+l 7

=
Il

Figure 8.7.: Stage index p, point indices p and p + 1, layer index lay (p) and the level indices lev(p) and
lev(p+1).
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8.2.4.1. Recurrence relation for limb radiance

In this Section we are concerned with the single and multiple scattering term integrations.

Single scattering term integration

On the layer lay (p), where p is the stage index ranging downward from N 528 to 1, the single scattering term
can be approximated by

l —nn— —— —rsn (| proa (! _ —
Jss (r/a QLDS) = ES (ra QLDS» qun)pF’sune ext (‘ ( )D + O—abs,lay(p)Blay(p)v

where X
Biray(p) = 5 [B(Tp) + B (Tp41)]

with T,, and 7,1, being the intensities at the points M, and M, ;, respectively. We define the solar optical
depths at the boundary points M, and M, by

N,
sun _ ! r_ 2 : —
Text,p - / Oext (I‘ ) ds" = Jext,quun,p,m
‘rp_rTDA,p‘ q=1
trav
sun,p+1
sun _ ’ r_ § : —
Text7p+1 - / Oext (I‘ ) ds’ = O'ext,quun,p-&-l,qa
[*p4+1—"rroa,pt1] g=1

where the Ay, . 4 are the solar optical depths at the point M, for all ¢ =1, ..., N3227 and the Agy, p+1,4 are the

sun,p

solar optical depths at the point M, forall ¢ = 1,..., NZ3=7 . ;. We then use the linear approximations

, Ny S S
2 (0 = (00 = ozt + (10 25 ) 70

to obtain

— ’
/ Jss (I‘l7 QLOS) e_gextvlay(m |ri’_r ‘dSI
[rp—Tpt1]

Foansr——a— [ [+ (1-2)m,0] o A
= S (r, Qros, Qsun), e Lop =0p 2y ) Texpt1] o= Feretar () (Br=9) g
m 0

AP
o B —Fext 1ay(p) (Lp—5
JrUabs,lay(p)Blay(p)/ e Text 1ay(p) (Bp—5) Jg.
0

The result of integration is

fee (Tt Shos) = / Jos (1", Qugg) ¢~ Poeasr 1o | g
|rp_rp+1|
_ FsunH—QA b A\ G B
= I (7"7 LOS> sun)p P (Tp) + ag (Tp) pOabs 1ay(p) Blay(p)
where
1 p—
1—e®
ag (z) = / e (-8 ge =
0 xT
1 sun sun e*(‘r:}'{‘aerlJr:p) _ eiT:;:,p
b(l’) = / 67[sTeXt’p+(17£)Te“,P+l]e_w(l_f) d§ = sun sun
0 Text,p — Text,p+1 — L
and

Tp = Oext,1lay(p) A;D .
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The term S (r, Qros, qun)p is computed by using the relation

8 (7‘, Q, qun)p = 6’lsllzit,lay(p)PRaY (COS ®sun,p) + Eaer (p)PMie,lay(p) (COS C—)sun,p)

scat,lay

where the stage values Pray (€0S Osun,p) @Nd Piie 1ay(p) (COs Osun ) are calculated by the optical module for all
p=1,.. N3,

Multiple scattering term integration

On the layer lay (p), where p is the stage index ranging downward from N:558° to 1, the multiple scattering term
read as

1

Jus (v/, Qo) = e
T Jan

Sp (Qros, V) I (', Q) dQY
and note that the calculation of S (r, Qros, Qeun),, and S, (Quos, ') is different. Using the linear approximation
16 = 20, @) + (1= 2 ) B (@),
AP AP
where I, and I, are the intensities at the points M,, and M, 1, respectively, we obtain

— ’
/ Jms (I‘/, QL(JS) e Texeier() |rp7r |d5/
[rp—rpta]

A
= " —Fext1ay(p) (Bp—5) g | JL
0 A ms,p

+ /AP (1 _ S) e~ Fext,1ay(p) (Dp—3) ds J2
0 Ap ms,p
with
jms - ! S QLgs, (Q/) dQ/
? 4w 4 P
= 1
Jnspr1 = Sp (Quos, ') Ipya () QY
47T A
To compute J,s , We use the relation
_ 1 _
Jms,p = Z Sp (QLos, Q/) Ip (Ql) dQI
T Jan
1 2M—1 1
= 5 |:/ Sm (5scat,1ay(p)a HLOS,p> N/) I, (T (Mp) s ,LL/) d[l/:| COS MPLES,p

m=0 -1

1 2M—-1[ M

= 5 [Z 'UJ]—:Sm, (a'scanlay(p); HLos,ps /J';:) Im (T (Mp) ;,U—;:)

m=0 k=1
M

+ Z Wy Sm (Tacas 1ay(p)> HL0s,ps Ky ) I (7 (M) 7“k)] COS TUPLOS,p s
k=1

where 605, and pygs,, are the zenith and azimuthal angles of the point M, ji1gs,, = cos fes, and

2M—1
Sm (a-scat,lay(p)a HLros,ps M/) = Z gn Oscat 1ay(p)> (,U/LUS,p) P"L ( ) s
g" (5scat,1ay(p)) = ajsngit ,lay(p) Xn + Uscat ,lay(p) )z’razeli[ay( )
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The I,,, (r (M,) , 8) are the azimuthal components of the intensity at the the point 17,

2M—1
I,(Q)=1(r(M,),0,0) = Z I, (r (M) ,0) cosmep
m=0

and are computed at a set of discrete angles 6, k = 1, ..., M by the multiple scattering module. For Jy 11 We
have a similar relation

jms,p+1 = % B Sp (Quos, ) Lpyq () A
| 2MoLT M N i N X
3 mZ::O ;wk Sm (Tscatray(p)s HLospits g, ) T (7 (Mp1) 1)
M
+ Z Wy, Sm (5scat»lay(p)’ HLos,p+15 /‘1;) Im (7" (Mp+1) vﬂg) COS MYPLOS, p+-15
k=1

where I,,, (r (M,+1) ,6) are the azimuthal components of the intensity at the the point A, and

2M—1
Sm (6.scat71ay(p)7 HLoS,p+15 ,u/) = Z gn (6scat,1ay(p)) P’:LTL (/’[’LOS,p-‘rl) P»:Ln (,u/) .
n=m

Performing the integrals we arrive at

Ins (xp,Tpy1, Qos) = / Jns (1‘/, Qros) 8_69“’1“(‘")|rp_r/|d5/
[rp—rpi1]
= a2 (Tp) Dpdnsp +ar (Tp) Apdnspt1

with

a1(x)

1
1
/0 (1—¢&)e *1-8ge = = [1-(14+z)e”]

1
a(1— 1 —z
/Ofe @ 5)d§:;(a§—1+e )

as(x)

Collecting all results we are led to the recurrence relation

Fsun—
Ip (QLUS) = Ip+1 (QLDS) e p —+ ?8 (T, QLUSa qu.n)pApb (Tp)
“+ag (Tp) Apa—abs,lay(p)Blay(p) + aq (Tp) Apjms,p + a; (Tp) Apjms,erl

8.2.4.2. Recurrence relation for the Jacobian matrix

The derivative of the radiance at the top of the atmosphere I, (Q0s) With respect to the partial columns X, ;,
withi=1,...,Nsand g =1, ..., Ngas
oI,
0X,.i

can be computed in terms of the derivatives with respect to the extinction coefficient

(Qwos) 5

by using the relation
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8Im a[ a&ext i
an’i ( Los) aant ) ( Los) (“)XW-
with —
aa’ext K :gs i 16 | 1 4
extyi _ - 2.6868 - 10 Clabs.g.i-
0X,:  0X,; Ar; 39

For the partial derivatives with respect to the extinction coefficient we have the recurrence relation

oI
2o (g
0 —T —T ol +1
= Ipt1 (Quos) Dores { P} +e7 7P agi’m ; (Qros)
Foum oo o Fewne7——F7— ob (Tp)
+ A7 Apb (Tp) R {S (’I", QLDS7 qun)p} + Ar S (7"7 QLEJS, qun)pApm

— a 8(j-abs,la
+Apo-abs,lay( )Blay( )ao_ {Clo (Tp)} + ag (Tp) A BlaY(P)iy(p)

ext,? 86—ext,7,'
0Tus.p 0

: A Jms —
paaext P + sP 85ext,i {CL2 (TP)}

OJs. . )
e ot Dpus 15— {a1 (1)}

ext,?

“+ao (Tp) A

+aq (Tp) AP a5 ]
ext,i

For our calculation it is important to observe that the extinction coefficient e ; which is computed as
a'ext,i = (o'rsugit i + O{:S;— z) + 6'::1]:: i
(note that &3¢, ;, does not appear explicitly) enters:
1. explicitly,
2. in the expression of 75, and

3. in the expression of G.ps 1ay(,) Multiplying the Planck function B,

5—abs,1a P :Uext,la §4 7Uscat,1a D)
Yy Y Yy

but does not enter in the expression of S (or s,,,). The partial derivative terms are computed as follows:

1. The partial derivative of e~ is given by

0

a(-_Iext ,2

aiex a
{e7} = _Ape_pr = —Dpe T ray(p) i

aUext,i

2. Since S does not depend on Gy i , it is apparent that

0

85—ext,i

(S0 05, %eun), } = 0.

3. To compute the term
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we first compute

NErav

sun sun,p
aText,p _ 8 & . A
5 - e ext,q/—sun,p,q
OO0 ext,i OFext,i qZZI ; P
; trav
Asun,p,ia i < Nsun,p
- trav
0’ v > Nsun,p
and
trav
sun sun,p+1
aText,p—l—l o a _ A
— - 96 Oext,qsun,p+1,q
80’9?!'071' Oext,i —1
. y trav
Asun,erL“ it < Nsun,p+1
. trav
0, 4> Newapt1
Then we have
sun
ob (1) 8Text,p+1
95 = —b (Tp) 8—7
Oext,i Oext,i
sun sun
. 1 Kafextyp - aTeXWH)
sun sun — ] — ]
Text,p — Text,p+1 — Tp aaext,l aO'ext,z
_Apalay(p),i] }
1 0
e~ e
sun sun — ]
Text,p — Text,p+1 — Tp Oext,i

e, (O 0TS
aa—ext,i aO'ext’i
4. The partial derivative of aq (7,,) takes the form

0

aa-ext,i

{ao (Tp)} = a6 (Tp) A1051&13'(1)),1'7

where ( )
e fr—(1l—e " re P 4+e P -1
ap (z) = = _rerrer ol

Similarly, the partial derivatives of a, (7,,) and a; (7,,) are given by

0
O ore s {az (1)} = a5 (7p) Apdiay(p),i
with
(1—-e®)a?—-2x(z—1+e?)
al2 (I) = 24
22— x2e™® — 222 4+ 2 — 22”7
= o
—22e7% — 22 4 2 — 2ze” "
= -
_ (x—=2)+e*(z+2)
= — = ,
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6.

and
0

a5'ext,i

{a (Tp)} = all (p) Apélay(li)ﬁi

with
ai(z) = ag (z) — ay(z).

The partial derivative of the absorption coefficient is identical to the partial derivative of the extinction

coefficient ~ ~
6Uabs,lay(p) _ 8O'ext ,lay(p)

a5—ex1:,i a5—ex1:,i

= 51ay(p)7i'

To compute the partial derivatives of the multiple scattering terms J, , and Jys ,+1 We take into account
that the s,,, does not depend on Gy ; and derive

0 Jus p
85—ex1:,i
2M—-1[ M
= 5 2 |Dwisn(o D) o (r (1) )
= 3 k Sm \Oscat,1lay(p)» HLOS,p) Ky, 96 ) p)s Mg
m=0 Lk=1 ext,i
M
_ _ _\ 0l _
+ Z Wy, Sm (Uscatylay(p)» Hros,ps K, ) # (7" (Mp) , iy, ) COS MPLos,p
k=1 ext,1
and
8jms,p+1
aa'ext,i
| 2M M . oI, .
- 5 Z z Wy Sm (Uscat,lay(p)’ HLoS,p+15 #k) EEIp (7" (Mpy1) 7#k)
m=0 Lk=1 ’
M
_ _ _\ 0l _
+ Z Wy Sm (Uscat,lay(p)v Hros,p+15 Mg ) 35'7m (7" (Mp+1) o ) COS MPLEs,p+1
k=1 ext,?

8.2.4.3. Input parameters for limb radiance and Jacobian calculation

The input parameters for radiance and Jacobian calculation are listed below:

1.

the extinction coefficient o« ; (1), the molecular and aerosol scattering coefficients atg,, ; (A) and o35z, 5 (),

and the molecular absorption coefficient 5252 ; () on all layers, that is, for all j = 1, ..., Niay;

. the partial derivative of the extinction coefficient

66—9){1: J

0X,4;°

for all gases and all on all layers, that is, for all g = 1, ..., Ngss @and j = 1, ..., Niay;

. the Rayleigh and Mie phase functions Pray (cos Ogun,p) and Pyse,p (cos Ogun,p) 0N all stages on the line of

sight, that is, for all p = 1, ..., N528°;

. the limb paths A, of all stages on the line of sight, that is, for all p = 1, ..., Nf5s®;

. the number of solar traversed layers NZ:2v at all points M, on the line of sight, that is, for all p =

sun,p
point,
1,..., Nips s

. the solar optical depths Aqu, 4 at all points M, on the line of sight, that is, for all ¢ = 1,..., N;327 and

_ point,
p=1,.., N
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7. the multiple scattering terms Jus, and Jus,+1 on all stages on the line of sight, that is for all p =
1,..., NSg&e;

8. the partial derivatives of the multiple scattering terms

8jms,p and ajms,p+1

a6ext,i aa'ext,i

)

for all stages on the line of sight and all layers, that is, for all p = 1, ..., Njgs® and i = 1, ..., Niuy.

8.2.5. Pseudo-spherical discrete ordinate radiative transfer equation

The discrete ordinate method converts the radiative transfer equation into a linear system of differential equa-
tions by discretizing the angular variation of the phase function and radiance. In the conventional eigenvalue
approach, the general solution of the linear system of differential equations consists of a linear combination
of all the homogeneous solutions plus the particular solutions for the assumed sources. For a multi-layered
medium, the expansion coefficients of the homogeneous solutions are the unknowns of the discretized ra-
diative transfer problem and are computed by imposing the continuity condition for the radiances across the
layer interfaces. In the matrix-exponential formalism, the linear system of differential equations is treated as a
boundary value problem. For each layer this classical mathematical procedure yields a so called layer equa-
tion which relates the level values of the radiance. The discretized radiative transfer problem then reduces to a
system of linear algebraic equations for the unknown level values of the radiance.

The purpose of this Section is to present a stable discrete ordinate algorithm for vertically inhomogeneous
layered media using the matrix-exponential solution. Conceptually, the algorithm is similar to a finite-element
algorithm and involves the following steps:

> discretization of the atmosphere into a number of distinct but vertically uniform layers,
> derivation of the layer equation using the matrix-exponential solution,
> assemblage of the layer equation into the system matrix of the entire atmosphere,

> solution of the assembled system of equations.

8.2.5.1. Requirement for a pseudo-spherical model

The calculation of the multiple scattering terms Jms,p and Jms,pﬂ and of their partial derivatives g&ﬁf and

% on the stage index p, with p = 1,..., N;;28 require the knowledge of the azimuthal components of the

Oext,i

intensities and their derivatives at the boundary points A, and M,., that is,

ol
Ly (r (M) ,655) and ——"— (r (M) , i)

Oext,i

and ol
L (r (Mp41) ,6;7) and 5 T (r (Myia) s )
ext,?
foral k =1,..M, m =0,..,.2M — 1 and ¢ = 1,..., Ng. The above requirements are equivalent with the
knowledge of

I, (r (Mp) ,9%) and Ol (r (Mp) ,uf)

Oext,i

at all points M, on the line of sight, that is for all k = 1,....M, m = 0,..,2M — 1,4 = 1,..,Ng and p =
1,..., Nfss™. Because the point M, is situated on a radial direction which encloses the angle @, , with the
Zswm-axis and assuming that for a solar zenith angle

esun =T = (I)sun,pv
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we are able to compute the intensities

ol,,
I (rj,0;) and EEN (rj 1)

foralk=1,...M,m=0,...2M —1,i=1,...., Ngand j = 1, ..., N by a pseudo-spherical model. To achieve
that we may use a simple interpolation procedure and derive

I, (r (M), 9,;:)
oI,

aa—ext,i

S S
Ay i (rj. 05c) + (1 - A,.j) L (i, 05)

COR)E) = g o 1508+ (1= 5 ) g (00 88)

aO—ext,i

where the index j is such that 7541 < Tlev(p) < Tjs 8 = Tlev(p) — Tj4+1 @Nd Ar; = r; —r5,4. Itis important to note

that I,,, (r;, ) is a 3-dimensional array, while 825;:71_ (r;, uif) is a 4-dimensional array.

8.2.5.2. General considerations

In a pseudo-spherical atmosphere the boundary-value problem for the diffuse radiance consists of the inho-
mogeneous differential equation

,U/% (Tv Q) = —Oext (T) I (7’, Q) + Jss (7", Q) + Jms (’I’, Q) ; (81 0)

the top-of-atmosphere boundary condition (r = rrg,)

I (rros, 27) =0 (8.11)
and the surface boundary condition (r = rg)
I(re, Q%) = €(Q7)B(rs) + Faun |usun|pnom (QF, Qgun) e 7o (Iremrmonl) (8.12)
7/ (rs, !u | Prorm (27,Q27) dQ™

Assuming the azimuthal expansion of the diffuse radiance I,,, (¢sun = 0)

2M—1
I(r,Q)=1(ru,e) = ZI (r, 1) cos me,
m=0

the radiative transfer equation can be expressed in the discrete ordinate space as:

dl,
:ukidi;n (Tv Uf)

= —Oext (T)Im (Tv Nf) + 5771,0(7abs (T)B (T)

Fuwn -
+(2 = 0n0) = Oscar (1) P (r, 1, fisun) @ 7o (I mrmon) (8.13)

+= Zwlasca‘t pm (T ,Uk s My )Im (T7 :uer) + Pm (Tv Mfau;) I, (T7 Mf)] )

where p,,, are the azimuthal expansion coefficients of the scattering phase function

2M—1
P(r, Q) = Y (2= 6m0) pm (r s ') cos[m (o = ¢)] .

m=0
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In equation (8.13) p is the cosine of the zenith angle; our convention is that 4 = 1 for upward radiation and
u = —1 for downward radiation. The set {u,j,wk}k:m is the set of Gauss-Legendre quadrature points and

weights in the interval (0, 1), while {y;;, wi },_;—; With 11, = —p;7 is the set of quadrature points and weights
in the interval (—1, 0). Defining the radiance vector function in the discrete ordinate space by

it
m@—[@m]
i, (r)
with [if (r)], = L., (r, u), k=1, ..., M we are led to the linear system of differential equations
m k k
d(;—:l (r)=A., (1) im (1) + by, (7). (8.14)
The entries of the layer matrix
AL ()= | AR ARE)
m (") =
AL (r) AZ(r)
are given by
1
[Avlri (T)] Kl 2/174_ [wlascat (T) DPm (’I’, /Lza .“l+) — 206t (r)(sk'l] )
k
1 _
A ()], = gy e (r) P (ro1 1)
k
1 _
[A% (’I")] K Miwlgscat (T) Pm (’I", My ,,U/l+) ;
k
1 _
[Ai? (T)] Kl 2“7, [wlgscat (7‘) Pm (Tv M 5 Ky ) - 2Uext (T)(Skl]
k

forall k,l =1,..., M. The source vector is decomposed into a solar and a thermal contribution

b, (7) = bsun’m (T) e xt (Ir—T104]) + bth,m (7.) ,

where
1 F.
+ sun +
[bsun,nz (T)]k = E (2 - 5m0) F(Tscat (’f’) Pm (T7 M ,,U/sun)
and )
[bam (1], = O aee (1) B (7)
k

forallk=1,..., M.

8.2.5.3. Integral form of the layer equation

Let us consider a discretization of the atmosphere in N levels: v, > r > ... > ry with the convention r; = rrg
and ry = rs, where g is the lowest (surface) point of the atmosphere. A layer j is bounded above by the level
r; and below by the level r;1; the number of layers is N — 1. The optical coefficients and the phase function
are assumed to be constant within each layer and for the layer j with geometrical thickness Ar; = r; — ;11
we denote by Am,j the average value of A,, (). In this regard equation (8.14) reduces to a linear system of
differential equations with constant coefficients

S (p) = A (0) + B (0), (6.15)
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where the layer coordinate p is defined by p = r —r;;; and 0 < p < Ar;. Solving equation (8.15) with the
boundary condition

im (0) = im,j+1

yields

_ AT']'
i, = €A™ A, G+ Ami(Bri=Pb (p) d (8.16)
J gt p)ap
0

with i,,, ; and i, ;41 being the radiances at the boundary levels j and j + 1, respectively. Using the property
of the matrix exponential: e?Aeb4 = e(a+9)A "which holds true for two arbitrary scalars a and b, we left multiply
the above equation by the matrix e=#=.i27i and obtain the integral form of the layer equation

_ Arj
i1 = e Amalrij, . / e Amifb,, (p) dp. (8.17)
0

8.2.5.4. Layer equation

In principle, the exponential of a matrix can be computed by methods involving the matrix eigenvalues, ap-
proximation theory, differential equations and the matrix characteristic polynomial. In the present analysis we
concentrate on the matrix eigenvalue method and the Padé approximation. Furthermore, the computation of
the integral of the matrix exponential in equation (8.17) requires a parametrization of the source term within
each layer. In this regard, the thermal layer vector by ., (p) is linearly interpolated between the level values
bth,m,j and bth,m,j-{-la
binm (p) = LBthmj + (1 - p> ben,m i+1)
’ A?"j T A?"j T

although a higher-order polynomial approximation can also be considered. The solar layer vector is computed
accordingly to the average secant approximation, that is,

sun

—Toe(Jr—r _ K —,
bsun,m (p) e ot (| Toa|) — bsun,m,je ot (P)

and
p p
a2 ) = e+ (1- 2 ) v

where bgu,m ; is a layer quantity, 753 and 755 ., | are the solar optical depths at the boundary levels j and
j+ 1. For most practical applications encountered in atmospheric remote sensing, the accuracy of the average
secant approximation is reasonable; for extreme situations involving optically thick layers and high solar zenith

angles, improved exponential-polynomial parametrization can also be employed.

8.2.5.5. Matrix eigenvalue method

In the eigenvalue solution method the matrix exponential and the integral terms involving matrix exponentials
are computed by using the spectral decomposition of the matrix A, ;. This method is especially efficient due
to the special structure of the matrix A, ;, written for convenience as

All A12
Ao [ ] |
_A12 _All

The eigenvalues of A are real and occur in pairs, in which case the order of the algebraic eigenvalue problem
can be reduced by a factor of 2. The steps of computing the eigenstate of the matrix A can be summarized as
follows:

1. Compute At = A—A*, where AT = Al + A2 and A~ = A — A'2 | and determine the eigenstate
{mr, Wy }, ;5 of the matrix A*.

2. Normalize the vectors w; fork=1,..., M.
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3. Compute the eigenvectors of the matrix A~ = ATA~

1
w, = —Atw, k=1,...,M. 8.18
k \//Tk k ( )

4. Set

o |V e | Y | ke
k V; k Vl_:

It should be remarked that if Av;" = A\ v with
A= g, k=1,..,M,

that is,
[ Allvz—&—Amv; ] ot [ VZF ]
—A12v,j — Allyy k - |
then there holds

Allv— +A12V+ v
Av, = k o= F | =XV,
k [ —A12V; _ Allvz k k "k

Also note that the normalization condition imposed on w;" is required for an explicit analytic determination of
the partial derivatives of the radiance field. The spectral decomposition of the matrix A is then

A=VAV™!
with
V = [vi", .,\_/]T/[,vl, ,V;J
and _ -
A 0 0 0
0 AT 0 0 def
A= M = diag [\ =M.
0 0 =X 0 g A=A
L0 . 00 =AY

Returning to our conventional notation, that is, setting A,, ; for A and V,, ; for V, we express the matrix
exponential in equation (8.17) as )
e Amifri =V, A0 VT (8.19)

m,j”

where the diagonal matrix Aj  is given by

Agw- = diag [ao ()\ZATJ') s ag (—)\zﬁrj)]

with
ap (z) =e 7.

To compute the integrals involving the source term, we use the basic result

/e—Amvf"f (p) dp =V, {/diag [ao (N p) a0 (=XEp)] f () dp} V;}j
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with f being some scalar function of p and obtain

Arj
/ e Amifby, (p) dp
0

= VoA Vo (ArBenm ;) + Vi j AL VoL (Arbenm 1)
+Vm]A5 b (AT Dsunm ) - (8.20)

The diagonal matrices entering in equation (8.20) are given by

A}nyj = diag [al ()%Arj) Jaq (—)\ﬁArj)} ,
Afmj = diag [ag (/\Z_A’I‘j) ; Qo (—)\Z'Arj)} , (8.21)
Ag%j = diag [bl ()\zATJ> ;b1 (—)\ZATJH 5

while the interpolation functions read as

1 —x
a (m) — / fefxﬁ d{ ( + I) ,
_ —1+e*

@ = [ a-geae= T

0 X

1 (TSR 4T) _ o i

bl (.I) - / 67[5 :::7 Ao, J+1] e df = ° sun sin a .

0 Téxt,j+1 7—ext,j -z

Inserting equations (8.19) and (8.20) into equation (8.17), we establish a first representation of the layer equa-
tion

imj+1 = Vm,]'Afr)n,jV;:jimaj - Vm,jA}n,j m,j (Arjbthnu)
7Vm,jA$n,er_n}j (ATjBth,m,j+l) - Vm,jAfn,j m,j (Arjl_)sun_,myj) . (822)
For negative eigenvalues of the matrix A, ; the arguments of the exponential functions in equation (8.21) are
positive and as a result the layer equation (8.22) is numerically unstable. This instability can be circumvented
if we left multiply equation (8.22) by V_ and scale the resulting equation by the diagonal matrix
D,, ; = diag [1; ao ()%Arj)} .

We then obtain

D iV, i i

= A?n,jv;jjim,] - A,}ndvil (A/erth m,])

71172””/7]'\[’;:_7 (ATjBth,m,7j+1) Afny mj (ATstun,m,,j) (823)

with A}, - =D, A}, ; forall p = 0,...,3. Accounting of the identities

—x

e Tay (—xz) =ag (), e °

as (—z) = a1 (x),

we find the following numerically stable representations of the diagonal matrices in equation (8.23):

I_X?mj = diag [ao (A*Arj)']

/K}nd = diag [al ()\ ATJ) as (/\ Ar])}

ALy = diag[ax (N Ar)) 501 (AL Ary)] (8.24)
A}, = diag [by (\fAr)) b2 (A Ary)]

SGP OL1b-2 ATBD Version 6 Page 84 of 145



Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

i DLR

with

sun sun
ef(rm’ﬁﬁz) — e Text,j

be () = e by (—x) =

TSU.U 7_S'LlI].

ext,j — Text,j+1 L

In compact notations the scaled layer equation (8.23) can be expressed as
Uy jim,j + Ay jim. g1 = Om g,

where the layer quantities are given by

1 _ %0 -1
Ay = AV
2 _ -l
le,j - _Dmdvm,j’
_ 31 -1 T _ 12 -1 T )
bm,j - Am,ij,j (Arjbth,mu) + Am,jvm,j (Arjbth,m,JJrl)

+[\3 V;llj (ATstun,m,j) .

m.j

It should be remarked that the scaling process has a symmetry effect on the layer matrices 2(;,, ; and 22, ;: the
matrices ]Xﬂm and D,,, ; have a “complementary” diagonal structure.

8.2.5.6. Padé approximation

For optically thin layers the Padé approximation to the matrix exponential simplifies the algorithm implementa-
tion. Essentially, the pi" diagonal Padé approximation to the exponential of the matrix A is given by

Q,' (-A)Q,(A),
where Q,, (X) is a polynomial in X of degree p defined by

< _ (2p—k)lp!
Qp (X) = kZZ(JCka7 C = —(Qp)!k!(p— k)!.

For an efficient application of the Padé approximation and under the assumption of optically thin layers, we
suppose a linear approximation of the source term

P+ P\ ¢
b, (p) = Ay Pmi t (1 - M) b jt1
J J

with the radiance level values being given by

— _r — _gsun
bm,j - bth,m,j + bsun,m,je T,

bm,j+1 = bth,m,j+1 + bsun,m,j67

sun
Text,j+1

In this context the first-order Padé approximation

together with integral approximations

1 Ar; P Ao p 1 Ar. — Ar2 _
“Amibdpr~ ~T— =LA, ; J A2 . 8.25
Ar, /0 Ar; PR T At T Ay (6.29)
and A Ar?
1 Tj p _A . ]_ Ar' - Ty -
1— m.iP dp s = 77JAm 7JA2 P .2
Arj/o < Arj> ‘ PRSI TG Bma T g A (629
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give the layer equation

with
A, = I- %Am,j,
A, =- (I+A2TjAm;>,
b = (; - Algj Am,j> (Aribom,;)

The integral approximations (8.25) and (8.26) have been obtained by considering a Taylor expansion of the
matrix exponential function, while the layer equation has been derived by left multiplying equation (8.17) with
I+ (Arj/2) A, ;. Asin the case of the matrix eigenvalue method, this process leads to a symmetric form of
the layer matrices 21}, ; and 21

Mg

The second-order Padé approximation

-1
_ A — Ar2 _ A — Ar2 _
exp {—Am’jArj} =~ (I + %Am’j + JA%@) <I _ iAm,j + 7JA$n’j

A'I"' — A’I"Q —
1 _ J J 2
Ung = TR+t AL
Ar. — ArZ _
2 B J J A2
A = (I Ay T AW) ’
1 Arj < ATJQ' X2 b

1 Ari — Ar? _ _
+ (21 + T;Am,y‘ + 24JA72n,,j> (Aribmjt1) -

The algorithm based on the first-order Padé approximation is essentially equivalent to the finite-difference
method.

8.2.5.7. System matrix of the entire atmosphere

The radiative transfer problem must be solved subject to the boundary conditions at the top of the atmosphere
and at the lower surface of the atmosphere. At the top of the atmosphere the down-welling diffuse radiation
vanishes and the boundary condition can be expressed in matrix form as

[0,1] iy =0, (8.27)
where dim ([0,I]) = M x 2M. The surface boundary condition also possesses a matrix representation
LRy im, N = T, (8.28)
where the entries of the reflection matrix and of the reflection vector are given by

[Ronly = —2Aw; ’l‘f‘ P (HkJ-ra Nf) (8.29)
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and

el = dmoe (uy) B (rs)

FSLIII

+ (2 — 6m0) AT |,usun| e*‘r:}‘::(‘rsf’r’mlx‘)pl;;zrm (,LL;:, ﬂsun) , (830)

respectively. In equations (8.29) and (8.30) ¢ is the surface emissivity, A is the surface albedo and p2°™ are
azimuthal expansion coefficients of the normalized bi-directional reflection function.

Assembling the layer equations together with the boundary conditions (8.27) and (8.28) into the global matrix
of the entire atmosphere, leads to the matrix equation

with dim (2,,,) = 2M N x 2MN. The organization of the system matrix 2(,,, and of the source vector b,, is
shown in Table 1. As in the conventional approach the matrix 2,,, has 3M — 1 sub- and super-diagonals and it
may be compressed into band-storage and then inverted using standard methods.

A, b
row\column 2M | 2M | 2M | ... 2M 2M
M 0,1 0 0 | .. 0 0 0
2M A, | A 0 | 0 0 b1
2M 0 Ql}m2 QLEH’Q 0 0 b2
2M 0 0 0 Q‘L,Nq QIEn,Nfl b, N1
M 0 0 0 | .. 0 [, R, T'm

Table 8.1.: Organization of the system matrix and of the source vector for the entire atmosphere.

8.2.5.8. Weighting functions calculation

The retrieval of atmospheric constituents from satellite measurements requires the knowledge of the weighting
functions, i.e. the partial derivatives of the measured radiance with respect to the atmospheric parameters
being retrieved. The process of obtaining the set of partial derivatives which constitute the matrix of weighting
functions is commonly referred to as linearisation analysis.

The radiance measured by a satellite instrument can be expressed in the framework of the source integration
technique in terms of the solution of the radiative transfer equation In this regard the derivatives calculation
can be performed by linearising the radiative transfer equation with respect to the desired parameters.

The signal measured by a satellite instrument can be modelled by integrating the radiative transfer equation
along the line of sight. For a nadir viewing geometry with the line of sight bounded by the surface point S
and the point at the top of the atmosphere A, the diffuse radiance in the measurement direction ©, can be
expressed as

1 (rA7 Qm) = [ss (I'A, Qm) + Ims (I‘A, Qm) 5 (831)
where
Iss (ra, ) = Isg (v, Q) e~ Tenllra—rel) o / Jos (1, ) e T (IFa—rD g (8.32)
‘rA7r5|
and
Los (x4, ) = Iu (rs, Q) 77 (a7mel / Jus (x, 2g) =TT D s (8.33)
‘I‘A_Tsl
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are the single and the multiple scattering contributions, respectively, and

Text (|I'1 - I'2|) = / Oext (I‘/) ds’
[r1—ra|

is the extinction optical depth between the points r; and r,. The single and the multiple scattering source
functions are defined by

Jos (r,) = Fam Tscat (r)P (r, Q, Qgun) eﬂ':fff(|1‘*1FT0A\)7 (8.34)
T
_ Oscat (r) / ’ ’
Jus (£, Q) = 1 P(r,Q,Q) I (r,Q2)d, (8.35)
m 4

while the surface values of the radiance fields are given by
Iss (rm QJr) - Fsun? |/Lsun| pnorm (QJra qun) eiT:::(‘rs*rTm‘)v (836)
Lo (0 ) = 2 [ 1(000) [0 o (27, 527) a2 (8.37)
T Jor

For a limb viewing geometry the boundary conditions (8.36) and (8.37) have to be replaced by homogeneous
boundary conditions.

For a numerical computation of the path integrals in equations (8.32) and (8.33) the atmosphere is discretized
in homogeneous layers. In this context the measured radiance I (r4,2,) can be regarded as a function of
some vector parameters, e.g. the layer values of the extinction and the scattering coefficients or of some
scalar parameters, e.g. the surface albedo. If ¢; is an atmospheric parameter in the layer i, then equation
(8.31) yields

oI 0lss

ol Q) =
as; CRLY 0s;

aIms
0s;

(rA7 Qm) =+

(I‘A, Qm) .

The single scattering radiance satisfies the radiative transfer equation with the source function (8.34) and the
boundary condition (8.36). Integrating the differential equation along all paths of the line of sight bounded by
adjacent layers, we are led to a recurrence relation for the single scattering radiance. This recurrence relation
depends analytically on the layer values of the optical coefficients and on the surface albedo. As a result a
recurrence relation for the partial derivative of the single scattering radiance can be derived in a straightforward
manner.

In view of equations (8.33), (8.35) and (8.37) the multiple scattering radiance can be computed on a recursive
basis, which in turn leads to a recurrence relation for the partial derivatives 91,5 /9s; along the boundary points
of the line of sight. This recursion requires the knowledge of the partial derivative of the radiance field in a
plane-parallel atmosphere and at all levels j, 01,/0s;. To compute the level quantities 0I;/0s; we will use the
radiance solution computed in the framework of the discrete ordinate method with matrix exponential.

The matrix exponential formalism operates with the concept of the layer equation
Ql}n,jim,j + Ql?n,jim,j-i-l =bm, (8.38)

which relates the level values of the radiance field
+
1 .
img=|."’
Ln,j

The layer equation together with the boundary conditions at the top and the bottom of the atmosphere are
assembled into the global matrix of the entire atmosphere and the solution of the resulting system of equations
yields the level values of the radiance field.

with [, (1], = I (rj, £p), k= 1,..., M.
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To compute the partial derivative with respect to the atmospheric parameter ¢; we linearise the layer equation
(8.38) and obtain

. 1 2
8lm,j-‘,-l _ aan,j _ anm,j . 8lej

Ol .
Q"}n,j af;d + Q[End 8(2- agi 8§i I,y — Tiﬁlm,j-i-l.
As for radiance calculation all sets of derivative layer equations (8.39) are assembled into a global system
of equations for the entire atmosphere. It is worth to notice, that the system matrix for derivative calculation
coincides with the system matrix for radiance calculation; only the right-hand sides are different. In order
to increase the efficiency of the method we compute the partial derivatives with respect to all atmospheric
parameters of interest ¢;, i = 1, ..., Ny, that is, we solve a system of equations with multiple right-hand sides. To
compute the partial derivatives of the layer quantities Ql}n’j, Ql?m and b,,, ; we apply the chain rule. In the case
of Padé approximation, the derivatives calculation is trivial, but in the case of the matrix eigenvalue method we
are faced with the calculation of the partial derivatives of the eigenvector matrix V;jj and of the eigenvalues
Ak

(8.39)

To compute BV;,/Z/BQ and 9\ /ds; we consider the eigenvalue problem for the matrix A™

Fout +
ATw] = ppw, .

For a fixed discrete ordinate index k we take the derivative with respect to ¢; and obtain

OAT
s;

ow;
Wi+ a(f“ . (8.40)

8WZ.r N a,uk
os; 0

w4+ AT

Equation (8.40) is a system of M equations with M + 1 unknowns: the scalar 9 /ds; and the vector dw;" /dx;.
Since the eigenvectors w; are normalized, we derive an additional equation

o +
;Talgf —0, (8.41)

which implies the compatibility of the system of equations. Using equations (8.40) and (8.41) the resulting
system of equations can be written in matrix form as

Ok +
wi oI AT S W |
0 wiT Ow, 0

0¢;

It is important to observe that we can solve the above system of equations for all atmospheric parameters g;,
i =1,..., Ng, that is, we can solve the matrix equation

op Oy + +
4 + K Kk A + 0A +
[ Wk ,Uka — A ‘| 6@1‘# eee 8€Ng . <1 Wk} .. a(Nd Wk?
+T ow, ow, - :
0 Wk 6§1 e rj\jd 0 e 0

If dux/Os; is known, the partial derivative of A} = . /iix with respect to ¢; follows immediately

(’MZ 1 8/1%

o 2)\2,' Tgt

To compute the partial derivative of w,” we use the definition (8.18) and apply the chain rule to obtain

ow,, 1 O 1 0AT 1 ow;
S Atwth o — + 2 A+
0s; ( )\2'2 89) Wi A Osi Wi A s;

Further calculations give

ovi 1 (owf N owy\ Ovp 1 [(owf Owy
o 2\ O o5 )’ 0 2\ O 0s;

SGP OL1b-2 ATBD Version 6 Page 89 of 145



Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

i DLR

and

_ vk —— ov,
av;l A ] avkl a%]
. ov, ’ . v :
9si S N} o
Using now the definition of the V,,, ; matrix we obtain

OV, [ovi  ovi ovy vl
0s; - 0577 0 T 9 T O |

whence, taking into account that Vm,jV;jj = I, we end up with

-1
anJ — _V—l ) 8V'm7] V_1‘
8<’£ m,j 8§Z m,j°

The calculation of the partial derivatives for Ny atmospheric parameters and a specific solar zenith angle
requires the solution of a system of equations with N4 + 1 right-hand sides; while, in the matrix eigenvalue
method, a system of equations with M + 1 unknowns has to be solved additionally for each layer.

8.2.6. Picard iteration

Different methods have been developed to solve the multiple scattering problem in a spherical atmosphere.
These include an order of scattering solution method, finite difference method in conjunction with a combined
differential-integral approach and the Monte Carlo method. In this Section we analyse several versions of the
Picard iteration for solving the radiative transfer equation in a spherical atmosphere.

To compute the limb radiance at the top of the atmosphere we use the integral form of the radiative transfer
equation

I(r,Q) = I(r;,N) e Tere(lr—rel) 4 (r,rp, Q) + Ins (v, 1, Q) (8.42)

where r, is a reference point and derive a recurrence relation for the diffuse radiance at a set of discrete points
along the line of sight. The recurrence relation then takes the form

I(rp,Q) = I(rps1,Q)exp(—7p) + Iss (rp, Tpi1, Q) + Ins (rp, rpy1, ), (8.43)

where {rp}zf)\’:p1 is the set of intersection points of the line of sight with a sequence of spherical surfaces. In
a single scattering model the multiple scattering contribution I is neglected, while in a multiple scattering
model this term has to be included in the computation. Our further analysis is focused on the computation of
the multiple scattering contribution I, which in turns requires the computation of the diffuse radiance at the
limb points r,, p = 1,2, ..., Np,.

We choose a global coordinate system by directing the Z-axis along the solar direction, since this choice
leads to an axis-symmetric radiation field. At each point on the line of sight the local coordinate system is
chosen as the local spherical coordinate system. The polar angles 6 and ¢ of the direction 2 are specified in
the local coordinate system. By convention the first quadrant of the local coordinate system corresponds to
6 € (0,7/2) and ¢ € (—7/2,7/2), the second quadrant to 6 € (0,7/2) and ¢ € (n/2,37/2), the third quadrant
to 0 € (7/2,7) and ¢ € (7/2,3xr/2) and finally, the fourth quadrantto 6 € (x/2,7) and ¢ € (—7/2,7/2).

Because the problem is axis-symmetric, i.e. I (r,0,¥,Q) =1 (r,0,), a two-dimensional Picard iteration can
be used to compute the radiances at a set of discrete points in the azimuthal plane ¥ = 0. The domain of
analysis is shown in Fig. 8.8 and is given by:

D= {(T,@,\If)/r € [TS7TTDA] ,0¢€ [0,@511(1], U = O},

where 7, is the lowest (surface) point of the atmosphere, g, is the radius at the top of the atmosphere and Ogpq
is the polar angle at which the shadow region begins. Along the radial line © = 0 we consider axis-symmetric
boundary conditions

I(r,©0=0,0,p)=I(r,0=0,0,p+m), pe(—n/2,7/2), (8.44)
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while along the radial line © = O4,4 we assume homogeneous boundary conditions (for the radiances pointing
into the domain)

I (7", © = Ogpg, 0, 4,0) =0,p€ (7T/27 3”/2) . (8.45)

The domain of analysis is discretized in N, optically homogeneous spherical shells with radii r; in decreasing
order, i.e. m = rroa > 12 > ... > ry, = 15, While the zenith direction is discretized in N equidistant radial lines.
The local direction of the radiance in each grid point is discretized in Ny N,, discrete ordinates, where Ny is the
number of zenith directions and N, is the number of azimuthal directions.

Az

TOA axisymmetric BC

independent BC
Earth
@min
@max
X
(0]
>
@shd
homogeneous BC

Figure 8.8.: Domain of analysis and boundary conditions.

The radiative transfer equation

% (r,Q) = —0exe (v) I (r,Q) + Jos (v, Q) 4+ Jus (r,Q)
s
with
Jss (r, Q) = @S (r, 2, Qgun) e~ Text (Ir—Tmoa (1))
ss I . Y ,
1
Jos (0,Q) = — [ S(r,Q, Q)1 (r,Q) dY
A Jyn

is of the form I = f (I) and the Picard iteration technique based on a fixed-point iteration is appropriate for
its numerical solution: if the sequence I"*1) = f (1) converges to I and the function f is continuous, then
there holds f (I(”)) — f(I), which, inturn, yields I = f (I). Thus, at the iteration step n the recurrence relation
for computing the radiance at the generic point r and along the characteristic 2 read as

7t (r,Q) = 7+ (re, Q) e Ten(lr—rel) 4 I (r, 1, Q) + Iu(l:) (r,r.,Q), (8.46)
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where essentially r stands for the grid point r;; = (r;,0;, ¥ =0) withi =1,...,N, and j = 1, ..., Np and Q for
the discrete ordinate direction Qi = (0, ;) With k =1,...,Ngand [ =1, ..., N,,.

In the long characteristic method the reference point is the intersection point of the characteristic with the
model boundary D (Fig. 8.9). The radiance at the generic grid point is computed on a recursive basis by
considering the intersection of the characteristic with a set of spherical surfaces {rq}ff:ql, for which it holds true
thatry =r. > > ... > ry, = r. The recurrence relation is as in equation (8.43), but with p replaced by ¢. The
radiance at the reference point I(**1 (r., Q) is used to initialize the recursion and is specified by the model
boundary radiance. The multiple scattering radiance i (rq,€?) at the characteristic point r, is computed by

a linear interpolation in the spatial and the discrete-ordinate domains using the grid point values i) (rij, Q).
The single scattering contribution I (ry,rq41,€2) is calculated at all stages of the characteristic without any
interpolation.

In the short characteristic method the reference point is the intersection point of the characteristic with the cell
boundary (Fig. 8.9). The radiance at the generic point is computed accordingly to equation (8.46), where the
radiance at the reference point 1% (r., Q) is determined via a linear interpolation of the grid point values of
the face pierced by the characteristic. As before the multiple scattering radiance i (ry, ) is computed by
linear interpolation, while the single scattering contribution Iy (r, r., Q) is calculated in an exact manner.

The number of iterations required to attain convergence can be reduced by an appropriate choice of the initial
estimate. For each radial line ©; < ©:i,, where 0.5, < 90°, we compute the initial radiance field by using
a one-dimensional model. Because the calculations are performed individually for each radial line (or solar
zenith angle), this model is equivalent to the independent pixel approximation for three-dimensional radiative
transfer in clouds.

.. long characteristic
short characteristic

Figure 8.9.: Long and short characteristics.

The short and the long characteristic Picard iteration involves the following steps:
1. Consider a two-dimensional discretization of the domain of analysis D.

2. Compute the initial estimate I (r;;, ;) at all radial lines ©; < O3, by using the independent pixel
approximation and initialize the radiances at all radial lines Og,q > ©; > O3, to zero.

3. Determine the single scattering contribution I at all grid points and in all discrete ordinate directions.

4. Calculate the grid values of the multiple scattering radiance Ins (ri;, Q).
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5. Beginning downward for each layer i = 1,..., N, — 1 compute the radiances at the lower nodes for all
discrete ordinates in the third and fourth quadrant and at all radial lines. For the boundary cells take into
account the boundary conditions (8.44) and (8.45).

6. Compute the upward radiances at the bottom of the domain by using the boundary conditions for a
Lambertian surface.

7. Working upwards repeat the calculations of step 5, but compute the radiances at the upper nodes for all
discrete ordinates in the first and second quadrant.

8. Interpolate the radiances at each point r,, of the line of sight by using the grid radiance values of the cell
containing the point.

9. Compute the multiple scattering contribution I, (r,, r,11, ) at all stages of the line of sight.

10. Repeat steps 4-9 until the maximum change in the multiple scattering contributions is smaller than some
preassigned error values at all stages of the line of sight.

Steps 4-7 represent one Picard iteration. A specific feature of the above method is that the grid values of the
multiple scattering radiance I, (r;;, Qx;) are computed before starting the downward and the upward recur-
rences, and are implicitly determined by the grid radiance values I (r;;, ;) at the previous Picard iteration.
This technique works well for the long characteristic method, but yields a slow convergence rate for the short
characteristic method. To remedy this drawback we use an iterative scheme, in which we update the multiple
scattering radiances at each layer calculation. For example, in the case of the downward recurrence we first
compute the multiple scattering radiances at the top of the layer and then proceed to calculate the radiances
at the bottom of the layer. The multiple scattering radiances then include the values of the grid radiances in the
third and fourth quadrant at the actual Picard iteration. By convention this version of the Picard iteration will be
called the accelerated short characteristic method.

A further reduction of the computation time can be achieved by using the following approximate model: instead
of solving the radiative transfer problem on the domain D, we solve the problem on the reduced domain

Dr = {(’I‘,@, \I’)/T S [rsarTUA]a @ S [@mim@max] ) \I/ - O}

With Opin < O, < Opey for all p = 1,2,..., N,. The reduced domain of analysis is illustrated in Fig. 8.8. The
values of the diffuse radiance pointing into the domain (the boundary values along the radial lines © = O,;,
and © = 0,,,) are computed by using the pseudo-spherical model and remain unchanged during the iterative
process. Thus, the boundary lines become independent of the interior cells and the radiance at their grid points
serves as the boundary radiance for the interior points. This type of boundary conditions is known as open
boundaries. Therefore this method will be referred to as the Picard iteration method with open boundaries.

8.3. Inversion methods

Most of the inverse problems arising in atmospheric remote sensing are non-linear. In this chapter we discuss
the practical aspects of Tikhonov regularization for solving the non-linear problem

F(x) =y, (8.47)

where, due to the complexity of the radiative transfer, the forward model is computed by using a numerical
model. The non-linear system of equations (8.47) is called a discrete ill-posed problem because the underlying
continuous problem is ill-posed. If we accept a characterization of ill-posedness via linearisation, the condition
number of the Jacobian matrix K (x) = F’ (x) may serve as a quantification of ill-posedness. The right-hand
side y of (8.47) is supposed to be contaminated by measurement errors and we have the representation

¥ =y +é,

where y? is the noisy data and ¢ is the noise vector. In a deterministic setting the error is characterized by
the noise level A, while in a semi-stochastic setting § is assumed to be a discrete white noise vector with the
covariance matrix Cs = o21,,.
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8.3.1. Tikhonov regularization

The formulation of Tikhonov regularization for non-linear problems is straightforward: the equation (8.47) is
replaced by a minimization problem involving the objective function

Fo =5 [IF 60—y |* + ol (x— %)) (8.48)

For a positive regularization parameter minimizers of the Tikhonov function always exists (but are not unique)
and a global minimizer x9, is called a regularized solution.

In this Section we review appropriate optimization methods for minimizing the Tikhonov function, discuss prac-
tical algorithms for computing the new iterate and characterize the solution error. Finally, we analyse the
performances of the Tikhonov regularization with a priori, a posteriori and error-free parameter choice meth-
ods.

8.3.1.1. Inversion models

For retrieval problems in the visible spectral region we consider two inversion models. The first inversion model
is the radiance model
Rmeas ()‘7 h) ~ Pampl <>‘a pampla h) Rsim ()‘7 Xa h) 9 (849)

where X is the wavelength, P, is a polynomial of low order with coefficients p..p,1 and R stands for the
“scan-ratioed” radiance ratio, that is, the radiance profile normalized with respect to a reference tangent height

I ('a href) '

The normalization procedure removes the need to measure the exoatmospheric solar irradiance and the abso-
lute instrument calibration. This is similar to the self-calibration feature of the limb occultation method, where
the unattenuated solar radiation is measured outside the atmosphere. In addition, there is a reduction in the
effect of the surface reflectance and clouds that can control the diffuse radiation even at high altitudes. The
normalization procedure does not completely remove the effect of the surface albedo, but does reduce the
accuracy to which the algorithm must model this effect. The closure term P, is intended to account on
the contribution from aerosols with smooth spectral signature. The second inversion model is the differential
radiance model

R(-h) = (8.50)

In Rmeas (>\7 h) ~In Rsim (/\7 X, h) (851)
with -
In Rgim ()\7 X, h) = In Rgin (/\7 X, h) — Psip ()\a Psin; h)
and -
In Rmeas (A7 h) =In Rmeas (A, h) - Pmeas (Av Pmeas, h) .

For any x the simulated smoothing polynomial Ps;, of coefficients psin = psin (x) and the measurement
smoothing polynomial P,..s Of coefficients pyeas, are defined by

Psin = arg mpin Iln Rein (-, %, h) — Psin (+, P, h)||2

and ,
Pneas = arg mﬁin ||11’1 Rmeas ('7 h) - Pmeas ('7p7 h)” )

respectively. In general,a smoothing polynomial is assumed to account on the low frequency structure due
to the scattering mechanism, in which case In R will mainly reflects the absorption process due to the gas
molecules.

The choice of the inversion model is a very important task of the retrieval process, because an appropriate
formulation may considerably reduce the non-linearity of the problem. In a stochastic framework the degree of
non-linearity can be examined by comparing the forward model with its linearisation within the a priori variability.
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For this purpose we assume that x is a random vector characterized by a Gaussian a priori probability density
function with mean x, and covariance matrix C,. In the x-space the ellipsoid

(x—xa) C;' (x—xa) =1

represents the contour of the a priori covariance, outlining the region within which the state vector is likely to
lie. Considering the linear transformation

z:EX_l/QVXT(x—xa)7

where C, = V, %, VT, we observe that in the z-space the contour of the a priori covariance is a sphere of
T
radius 1 centred at the origin, that is, z”z = 1. The points zf = [ 0, .., *1, ..., 0 } represents the

intersection of the sphere with the coordinate axes and delimit the region to which the state vector belongs. In
the x-space these boundary points are given by

xf =X, + VxZimzf = X, * Cp,

where the vectors cy, defined by the decomposition V2% = [e1, ..., c,], represent the error patterns for the
covariance matrix C,. The size of the linearisation error

R(x)=F(x)—F (xa) — K (xa) (x —xa)
can be evaluated through the quantity
c R (£ )
ink — T 5 Xa .
link mo2 k
If e150x < 1 for all k, then the inverse problem is said to be linear to the accuracy of the measurements within
the normal range of variation of the state. Numerical simulations have shown that the differential radiance

model (8.51) yields a smaller linearisation error than the radiance model (8.49). For this reason the differential
radiance model will be adopted in our simulations.

8.3.1.2. Optimization methods for the Tikhonov function
In the framework of Tikhonov regularization the regularized solution x?, is computed by minimizing the function
1 B 2 2
F) =5 [P -y +alLx - x)I] (8.52)

where the factor 1/2 has been included in order to avoid the appearance of a factor two in the derivatives. The
general minimization problem can be formulated as the least-squares problem

1
F) =5 If®)°, (8.53)
where the augmented vector f is given by
6
£ (x) = F(x)-y .
VaL (x — x,)

The regularized solution can be computed by using optimization methods for unconstrained minimization prob-
lems. Essentially, optimization tools are iterative methods, which use the Taylor expansion to compute ap-
proximations to the objective function at all points in the immediate neighbourhood to the current iterate. For
Newton—type methods the quadratic model

M(p) = F () +g" ()b + 3p7G (x)p (8.54)
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is used as a reasonable approximation to the objective function. In (8.54) g and G are the gradient and the
Hessian of F, that is,

g(x) = VF (x) =K (x)f (x)

and
G (x) = V’F (x) = K{ (x) K¢ (%) +Q (),
where
e | K(x)
K:(x)=1f(x) = JaL

is the Jacobian matrix of f and

Qx)=>_fi(x) Gi(x)

with G; = V2f; being the Hessian of f; is the second—order derivative term. Although the objective function
(8.53) can be minimized by a general method, in most circumstances the special forms of the gradient and the
Hessian make it worthwhile to use methods designed specifically for least-squares problems.

Non-linear optimization methods can be categorized into two broad classes: “step-length-based methods” and
“trust-region methods”.

Step-length methods

For an iterative method it is important to have a measure of progress in order to decide whether a new iterate
X, 1, is better than the current iterate xJ,,. A natural measure of progress is to require a decrease of F at
every iteration and to impose the descent condition

F(x)1a) < F(x,)-

A method that impose this condition is termed a descent method. A step—length—based algorithm requires the
computation of a vector p{_, called the search direction and the calculation of a positive scalar 7, the step
length, for which it holds that

F (xia + Tkpia) <F (Xia) .

To guarantee that the objective function F can be reduced at the k™ iteration step, the search direction p
should be a descent direction at x¢ , that is, the inequality

g" (x}0) Pha <0
should hold true.

In the steepest-descent method for general optimization the objective function is approximated by a linear
model and the search direction is taken as

pza =8 (Xia) .
The negative gradient —g (xJ,,) is termed the direction of steepest descent and, evidently, the steepest-descent
direction is a descent direction (unless the gradient vanishes) since
2
g" (Xta) Pha = — [lg (xa) | < 0.

The convergence rate of the steepest-descent method is linear and a method yielding a super-linear conver-
gence rate is the Newton method.
In the Newton method the objective function is approximated by the quadratic model (8.54) and the search
direction p,,, which minimizes the quadratic function, solves the so called Newton equation

G (xio) P = —& (x}a) - (8.55)

If the Hessian G (xj,,) is positive definite, only one iteration is required to reach the minimum of the model
function (8.54) from any starting point and we expect good convergence from Newton’s method when the
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quadratic model is accurate. For a general non-linear function Newton’s method converges quadratically to
the minimizer x¢, if the initial guess is sufficiently close to x?, the Hessian matrix is positive definite at x? and
the step lengths {7;,} converges to unity. Note that when G (x%,) is positive definite, the solution of (8.55) is a
descent direction, since

g" (X00) Pro = —8" (x40) G (x}0) &8 (x}4) <O
holds true.

In the Gauss-Newton method for least—squares problems it is assumed that the first-order term K? K; in the
expression of the Hessian dominates the second-order term Q. This assumption is not justified when the
residuals at the solution are very large, i.e. roughly speaking, when the residual ||f (x,)|| is comparable to the
largest eigenvalue of K (x2) K (x3,). For small residual problems the search direction solves the equation

KE (xh) K (x0) p = K7 () £ (L) (856

and possesses the variational characterization
Pl = argmin [Ke (xf,) p+ £ ()" (8.57)

The vector that solves (8.56) or (8.64) is called the Gauss-Newton direction and if K; is of full column rank,
then the Gauss-Newton direction is uniquely and approaches the Newton direction as ||Q (x2,)|| tends to zero.
Consequently, if ||f (x3)|| is zero and the columns of K (x?,) are linearly independent, the Gauss-Newton

method can ultimately achieve a quadratic rate of convergence, despite the fact that only first derivatives are
used to compute p?,,.

For large—residual problems the term |[|f (x?,)|| is not small and the second—order term Q cannot be neglected.
In fact, a large-residual problem is one in which the optimal residual ||f (x3,)]|| is large relative to the small
eigenvalues of K7 (x?,) K¢ (x2,), but not with respect to its largest eigenvalue. One possible strategy for large-
residual problems is to include a quasi-Newton approximation Q (Xia) to the second-order derivative term
Q (xia) and to compute the search direction by solving the equation

[K? (Xia) Kf (Xia) + Q (Xia)] p= _Kg (Xioz) f (Xia) . (858)

Quasi-Newton methods are based on the idea of building up curvature information as the iterations proceed
using the observed behaviour of the objective function and of the gradient. The initial approximation of the
second—order derivative term is usually taken as zero and, with this choice, the first iteration of the quasi-
Newton method is equivalent to an iteration of the Gauss—Newton method. After x{_ ,, has been computed,
a new approximation of Q (xJ_,,) is obtained by updating Q (xj,) to take into account the newly-acquired
curvature information. An update formula read as

Q (X} 410) = Q (x}0) + Ug,

where the update matrix Uy is usually chosen as a rank—one matrix. The standard condition for updating
Q is known as the quasi—-Newton condition and requires that the Hessian should approximate the curvature
of the objective function along the change in x during the k™ iteration. The most widely used quasi-Newton
scheme, which satisfies the quasi-Newton condition and possesses the property of hereditary symmetry, is
the Broyden-Fletcher-Goldfarb-Shanno (BFGS) update

1
CSTW () s

_ _ 1
Q (xhi10) = Q (xha) W (ko) sksk W (xia) + pro—huhi, (8.59)
Tsr
where
Sk = Xi—i—la - XZO{

is the change in x during the £ iteration

h/f =g (Xz-l—loz) — g (Xioc)

SGP OL1b-2 ATBD Version 6 Page 97 of 145



Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

i DLR

is the change in gradient and

w (Xza) = Kg (XiJrla) Kf (XiJrla) + Q (Xol;oz) .

A step-length procedure is frequently included in Newton—type methods because a step of unity along the
Newton direction will not necessarily reduce the objective function, even though it is the step to the minimum
of the function. The main requirements of a step-length algorithm can be summarized as follows: if x and p
denote the actual iterate and the search direction, respectively, then

1. the average rate of decrease from F (x) to F (x + 7p) should be at least some prescribed fraction of the
initial rate of decrease in that direction

F(x+7p) < F(x)+eerg” (x)p, &5 > 0;

2. the rate of decrease of F in the direction p at x + 7p should be larger than some prescribed fraction of
the rate of decrease in the direction p at x

g’ (x+7p)p > g.8” (x) P, £ > 0.

The first condition guarantees a sufficient decreases in F values relative to the length of the step, while the
second condition avoids too small steps relative to the initial rate of decrease of F. The condition ¢, > &¢
implies that both conditions can be satisfied simultaneously. In practice, the second condition is not needed
because the use of a backtracking strategy avoids excessively small steps.

Since computational experience has shown the importance of taking a full step whenever possible, the modern
strategy of a step-length algorithm is to start with - = 1 and then, if x+ p is not acceptable, “backtrack” (reduce
7) until an acceptable x+ 7p is found. The implemented backtracking step-length algorithm uses only condition
(1) and is based on quadratic and cubic interpolation. On the first backtracking the new step length is selected
as the minimizer of the quadratic interpolation function mg (7), satisfying the conditions

mq (0) = F (x), my(0) =g" (x)p, mq(1) =F(x+p)

but being constrained to be larger than £; = 0.1 of the old step length. On all subsequent backtracks the new
step length is chosen by using the values of the objective function at the last two values of the step length.
Essentially, if 7 and 7., are the last two values of the step length, the new step length is computed as the
minimizer of the cubic interpolation function m. (1), satisfying the conditions

me (0) = F (x), m; (0) = g" (x)p,
and
Mc (T) = ]:(X + Tp) y Me (Tprev) =F (X + 7-plrevp) )
but being constrained to be larger than £; = 0.1 and smaller than 5 = 0.5 of the old step length.

Trust-region methods

In a trust region method the step length 7, is taken as unity, so that the new iterate is defined by
Xerloc = X(Iia + pol;a'

For this reason the term “step” is often used to designate the search direction p$, . In order to ensure that the
descent condition holds, it must be necessary to compute several trial vectors before finding a satisfactory pg,,.
The most common mathematical formulation of this idea computes the trial step pg,, by solving the constrained
minimization problem

mpin./\/lk (p) subject to ||p|| < Tk, (8.60)
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where M, is the quadratic model (8.54) at the current iterate x?_, and T is the trust region radius. Assuming
that the solution occurs on the boundary of the constrained region, the minimization of the Lagrangian

1 1
L(pN) = F (xty) +87 (xla) P+ 397G (xlo) p+ 5 (IIpl* )

yields the first—order optimality conditions

(G (x},) + AL] px = —g (x},) (8.61)

and ,
Ipall® =T (8.62)

Particularizing the trust-region method for general minimization to least-squares problems with a Gauss—
Newton Hessian approximation, we deduce that the search direction solves the equation

K7 (x00) Ks (x00) + AL pr = KT (x0,) f (x00) » (8.63)
while the Lagrange parameter ) solves the equation (8.62). For comparison with the Gauss-Newton method
we note that the solution of (8.63) is a solution of the linear regularized least-squares problem

. 2

P, = argmin e (<) o+ £ (<L) [+ Aol (8.64)
If X is zero, p?,, is the Gauss-Newton direction as A — oo, p?,, becomes parallel to the steepest-descent
direction —g (x3,,).

Generally, a trust-region algorithm uses the predictive reduction in the linearised model (8.54)
AFprears = My (0) — My (Ply) (8.65)
and the actual reduction in the objective function
AF, = F (x}y) = F (X0 + Pla) (8.66)

to decide whether the trial step p¢,, is acceptable and how the next trust-region radius is chosen. The heuristic
to update the size of the trust region usually depends on the ratio of the expected change in F to the predicted
change

AFy

- A-Fpredk .

Tk

The trust-region algorithm finds a new iterate and produces a trust-region radius for the next global iteration.
The algorithm starts with the calculation of the trial step p for the actual trust-region radius (c.f. equations
(8.62) and (8.63) ) and with the computation of the prospective iterate x,., = x + p and of the objective
function F (x4.y). Then, depending on the average rate of decrease of the objective function, the following
situations may appear:

1. If F (xnew) > F (x)+e£g” (x) p, then the step is unacceptable. In this case, if the trust-region radius is too
small, the algorithm terminates with x,., = x. If not, the step length r,,;,, is computed as the minimizer of
the quadratic interpolation function mq (7), satisfying the conditions

mq (0) = F (x), my(0) =g’ (x)p, mq(l)=F(x+p)

and the new radius is chosen as 7., ||p|| but constrained to be between ;1 = 0.1 and ey = 0.5 of the
old radius.

2. If F (xpew) < F (x) +e:g”T (x) p, then the step is acceptable and the reduction of the objective function
predicted by the quadratic model

A]:pred = _gT (X) p—05 HKf (X) p||2

is computed. If AF and AF,..q agree to within a prescribed tolerance or negative curvature is indicated,
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then the trust-region radius is increased and the while-iteration loop is continued. If not, x,., is accepted
as the new iterate and the trust-region radius is updated for the next global iteration.

Stopping criteria
In a deterministic setting the standard stopping criteria for unconstrained minimization are:
1. the relative gradient test

[& (<) ] mevss {| i ][ typ i} | .
,typF} -

m?x max { ’]: (xia)

2. the absolute function convergence test
]:(Xl;ia) < Efa,

3. the relative function convergence test

F (ko) = F (<hina) _
Fod)

4. the X-convergence test

max {| [0, — (%], }
< &x.

max; {‘ [xi+1a}i ,typ [x]i}

It should be mentioned that the problem of measuring relative change when the argument z is near zero is
addressed by substituting z with max {|z|, typz}, where typz is an user’s estimate of a typical magnitude of z.
Also note that in the PORT optimization routines the X-convergence test is expressed as

max; {‘ [Xiﬂa]i B [Xia]i‘}

o {| e o], [+ 1Bt

< ey (8.67)

In a stochastic framework the absolute and relative function convergence test are formulated as

X (F(x),) —¥°) <m

and 2 5 5 2 5 5
X2 (F (x0a) = ¥°) = X2 (F (X3410) —¥°) < e
X2 (F (x20) —¥°) "
respectively, while the X-convergence test read as
T ~ o
(Xi+1a - Xia) Cx ! (szrloz - xza) <e
n — X

where
W (F (xl0) = y") = [F(x}.) =] €71 [F (x}.) - ¥,

C; is the measurement error covariance and C, is the a posteriori covariance. If Cs = ¢21,,, then the absolute
function convergence test is equivalent to the discrepancy principle for the square residual norm

eall” = 1P (k) =°1 "

Because in practical applications the estimation of the covariance matrices is problematic, we suggest to use
the X-convergence test as in (8.67) and the relative function convergence test as in a deterministic setting, but
with the residual norm |2, ||* in place of the Tikhonov function F (x3,,). For a data model with white noise this
test will be also valid in a stochastic setting.
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8.3.1.3. Practical methods for computing the new iterate

A step-length based method for minimizing the Tikhonov function is of the form of the following model algorithm:
1. compute the search direction;
2. compute the step length (see 8.3.1.2);

3. terminate the iterative process accordingly to the X-convergence criterion or the relative function conver-
gence test.

The step-length procedure is optional, but our experience demonstrates that this step improves the stability of
the method and reduce the number of iterations. In this Section we concern with the computation of the search
direction pj,, or, more precisely, with the computation of the new iterate x ., = x_, + p,. Certainly, if a
step-length procedure is a part of the inversion algorithm, then x? 114 18 the prospective iterate, but we prefer
to use the term “new iterate” because it is frequently encountered in remote sensing community.

Using the explicit expressions of the augmented vector f and of its Jacobian K;, we deduce that the Gauss-
Newton step p¢,, solves the equation (cf. (8.56))

(Ki Ky + oL"L) p = K7, [F (x),) — ¥°] — aL”L (x}, — xa)

with K, = K (x{,,). The new iterate then takes the form

X} 110 = Xho + Pho = Xa + KLy, (8.68)
where »

K| = (Kl Kia +oLlTL) KT,
and

yz = y6 -F (Xia) + Kk(x (Xia - Xa) (869)
are the generalized inverse and the noisy data at the iteration step k, respectively.

In order to give a more practical interpretation of the Gauss-Newton iterate (8.68), we consider a linearisation
of F about x9
F(x)=F (xia) + Ko (x - Xga) +R (x,xia) )

If x' is a solution of the equation F (x) = y, then x' also solves the equation
Kia (XT - Xa) =Yk,
where
yi=y—F (xia) + Ko (xia — Xa) -R (XT,Xia)
is the exact data at the iteration step k. Because yy, is unknown, we consider the equation
Kia (X = Xa) = ¥} (8.70)

with y¢ being given by (8.69). Evidently, the noise in the data is due to the measurement noise and the
linearisation error and we have the representation

yi—yk :5+R(XT,xia).

Because the non-linear problem is ill-posed, its linearisation is also ill-posed and we solve the linear equation
(8.70) by means of Tikhonov regularization with a penalty term of the form €2 (x) = ||L (x — x,)||. The Tikhonov
function for the linear sub-problem takes the form

2
Fur (%) = [|yh = Ko (x = xa) || + @||L (x = xa) ||
and as in (8.68) the new iterate is given by Xiﬂa = X, + Kzayi. Thus, the solution of a non-linear ill-

posed problem by means of Tikhonov regularization is equivalent to the solution of a sequence of ill-posed
linearisation of the forward model about the current iterate.
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The new iterate can be computed by using the GSVD of the matrix pair (K., L). Although the GSVD is
of great theoretical interest for analysing general-form regularization problems, it is of computational interest
only for small- and medium-sized problems. The reason is that the computation of the GSVD of the matrix
pair (K., L) is quite demanding; the conventional implementation requires about 2m?n + 15n operations. For
practical solutions of large-scale regularization problems it is much simpler to deal with standard-from problems
in which L = I,. The regularization in standard form relies on the solution of the linear equation

Ko A=y (8.71)
with Kka = I(;mLL*1 and
Ax=x-x,=L"1'Ax%
by means of Tikhonov regularization with L. = I,,. Considering the SVD of the Jacobian matrix K;, = UXVT,
the solution of the standard-form problem
(Ki Kia +al,) Ax =K}, vy} (8.72)

is given by

n

= 0i T.6
AR = E —_ (u- )v-
k+1la 2 i Yk) Vi-
—oj+a

An efficient implementation of Tikhonov regularization for large-scale problems, which also take into account

that we wish to solve (8.72) several times for various regularization parameters, is described below. In this
approach the standard-form problem (8.72) is treated as a least-squares problem of the form

e Jox V]
val, 0

The matrix Ky, is transformed into an upper bidiagonal matrix J

2

_ J
szul ]VT
0

by means of orthogonal transformations from the left and from the right with U € R™*™ J € R™*" and
V € R™*™. The orthogonal matrices U and V are represented by series of orthogonal transformations, which
are usually stored in appropriate arrays and later used when matrix-vector multiplications, e.g. U”x and Vx,
are needed. Making the changes of variables

c=VTiAax
and

5
Z

4

2 =UTy) 2°=
Z

1 , z‘lS e R",
we are led to an equivalent minimization problem involving the objective function

L] 13

The above minimization problem can be solved very efficiently by means of O (n) operations. Essentially, for
each value of the regularization parameter we compute the QR factorization

J
]

2

To

N (8.73)
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by means of 2n — 1 Givens rotations, where T, € R™*" is an upper bidiagonal matrix and Q. € R?"*2" js a
product of Givens rotations. Further, defining the vector

)
5§ _ AT | 21

. é
Ca= [ o

a2

and partitioning ¢2 as

é
’ al € Rna

we obtain
52 = T;1C21
and finally,
Aii—&-la = Vg(;

a

The standard-form problem (8.72) can be formulated as the normal equation

KI'K;Ax=KIf (8.74)

_ 9 _ K
= Yi ’ Kf _ ka
0 Jal,

and iterative methods, as for instance the CGNE and the LSQR algorithms, can be used for computing the
new iterate. For large-scale problems the computational efficiency can be increased by using an appropriate
pre-conditioner. Note that for the normal equation (8.74) the pre-conditioner M should be chosen such that
the condition number of MT”K?K:M is small. A pre-conditioner constructed by using the close connection
between the Lanczos algorithm and the conjugate gradient method is usually used. If K, = UXVT is a
singular value decomposition of the Jacobian matrix, then there holds

with

K/'K; =V [diag (07 + a)m} v

and for a fixed index r the preconditioned matrix can be constructed as

dlag < o2 ) 0rx (n—r
M=V ) V7,
0(n—rxr dia, (i)
( )X & va (n—r)x(n—r)

We then obtain

o diag (1),y, Orx(n—r
MTKIR:M = V oo V7T
O(n—r)xr dlag ( )
(n—r)x(n—r)
and the condition number of MTK{ KM is 1 + o2, /a. If 02, is not much larger than «, then the condition
number is small and very few iterations are required to compute the new iterate. Turning now to practical
implementation issues we mention that iterative algorithms are coded without explicit reference to M; only the

matrix—vector product Mx is involved. Since

- S () o

we observe that the calculation of Mx requires the knowledge of the first r singular values and vectors of K,
and these quantities can be efficiently computed by the Lanczos algorithm . The steps of computing the r
singular values and the right singular vectors of a m x n matrix A can be summarized as follows:

1. apply r steps of the Lanczos bi-diagonalization algorithm with Householder orthogonalization to produce
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a lower (r + 1) x r bidiagonal matrix B, a n x r matrix V containing the right singular vectors and a
m x (r + 1) matrix U containing the left singular vectors

AV = UB;

2. compute the QR factorization of the bidiagonal matrix B

s-al]

where Qis a (r + 1) x (r + 1) unitary matrix and R is an upper r x r bidiagonal matrix;

3. compute the singular value decomposition of the bidiagonal matrix R

R =UgXV];

4. the first r singular values are the diagonal entries of 3, while the corresponding right singular vectors are
the columns of the n x r matrix B
V =VV;.

The standard-form problem (8.72) can be also expressed as

AAxX=D (8.75)
with o
A=K} Kpo+ oI,
and

Vel B
b = Kk(xyk'

The symmetric system of equations (8.75) can now be solved by using standard iterative solvers, as for in-
stance the Conjugate Gradient Squared (CGS) or the Bi-conjugate Gradient Stabilized (Bi-CGSTAB). A rele-
vant practical aspect is that for iterative methods the matrix A is never formed explicitly as only matrix-vector
products with A and eventually with A7 are required. The calculation of the matrix-vector product Ax de-
mands the calculation of Ki, Ky.x and K7 _Kj.x should be computed as K}  (K;.x) and not by forming the
cross-product matrix K7 Ky,.. The reasons for avoiding explicit formation of the cross-product matrix is the
loss of information due to round-off and the excessively large computational time. A right pre-conditioner for
the system (8.75), i.e.
AM, A% =b, M, AX =Ax

can also be constructed by using the Lanczos algorithm. The right pre-conditioner is given by

M, =V . 1
0(71,—r)><r dlag (a)(n—T)x(n—T)

VT
in which case the condition number of AM, is 1+ 2/« and

T

1 1 1
Maxax+z<ai2+aa) (ViTX)VZ'.

=1

8.3.1.4. Error characterisation

An important part of a retrieval is to assess the accuracy of the regularized solution by performing an error
analysis. The most commonly used methods to calculate the errors in the non-linear case are based on a
linearisation of the forward model and of the gradient of the Tikhonov function.
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Linearisation of the forward model function

The Gauss—Newton iterate x; , ,, is the regularized solution of the linear problem (8.70) and its expression is
given by (8.68). For the exact data vector y the Gauss—Newton iterate possesses a similar representation

Xit1a — Xa = K} ¥,
where, in order to avoid an abundance of notations, y; is now given by
Vi =¥ — F (Xpa) + K (Xpa) (Xka — Xa) -

As in the linear case we consider the decomposition

X' =% 10 = (xT - Xpt1a) + (Xkt1a — Xi_l,_la) (8.76)
and try to estimate each term in the right-hand side of (8.76). Using the linearisation about xy, and xg_,

y =F (x3a) + K (Xpa) (X' — xpa) + R (x7, x40)
and

y=F (xia) + Kga (XT — xia) + R (xT,xiQ) ,
respectively, and assuming that K, =~ K (x1.), we express the first term in (8.76) as

xf - Xkila = (XT - xa) - KLQYk' = (I, — Ara) (XT - xa) - KLQR (XT,x;m)
and the second term as
Xk+la — XiJrla = KL& (Yk - yi) = _K£a5 - KLa [R (XTvxia) - R (XT’X’CO‘)]

with
Aro = Kl Kpa

being the averaging kernel. Inserting the above relations into (8.76) we find that
X =% 10 = (I — Aka) (xT —x,) — K[ 6 — K[ R (xf,x2,). (8.77)

Assuming that the sequence {xia} converges and denoting by x9 the limit of this sequence, we let k — oo in
(8.77) and obtain

ei = €sq + ega + e(lson (878)
where
s s

N
e, =X —X,

is the error vector at the solution,
eso = (I, — Ay) (XT - Xa)

is the smoothing error vector,
el =Kl

no

is the noise error vector and

e‘lsa = fK};R (XT,Xi)
is the non-linearity error vector. Note that the generalized inverse K/, and the averaging kernel A, which
enter in the expressions of the error components, are evaluated at x? .

The expression of the total error can also be derived by using the fact that x?, is a minimizer of the Tikhonov
function. The stationary condition for F at x?,

g (xa) = VF (x3) =0
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implies that x9, satisfies the Euler equation

KT [F (x‘s) — y‘s} +oLTL (xi —Xa) = 0; (8.79)

(63

whence considering the linearisation of F about x?,
y=F(x}) +K, (x' —x}) + R (x/,x%), (8.80)
we find that
(KIKy+oL"L) (x' =x%) = oL"L(x" —x,) — K26 — KIR (x',x) .
Further, using the identity
(K'K +oLL) ' aL’L =1, — (K"K + oL"L) ' K"K,

we obtain
xf— x‘; =(I,— A,) (XT — Xa) — KLé — KLR (XT7X6) , (8.81)

(o4

which is the explicit form of (8.78). Thus, the error representations in the non-linear and the linear case are
similar, excepting an additional term, which represents the non-linearity error. If the minimizer x¢ is sufficiently
close to the exact solution x', the non-linearity error can be neglected and the agreement is perfect.

In a semi—stochastic framework we suppose that K,, is deterministic and, as a result, the error vector e?, is
stochastic with mean e, and covariance C., = ¢>K!K/T. As in the linear case, we may define the mean
square error matrix
Sa = esaeza + Cen
= (I — A (xT —xa) (x' = x2)" (I, — Aa)T + ?KIKIT (8.82)
to quantify the dispersion of the regularized solution x% about the true solution x'. The one-rank matrix
(x" —xa) (x" — xa)T can be approximated by

(XT — Xa) (XT — xa)T =~ (xi - Xa> (xi — xa)T (8.83)

or by

(' —x.) (x =)~ T (L7L) (8.84)

The approximation (8.83) yields the so called semi-stochastic representation of S, while the approximation
(8.84) yields the stochastic representation of S, since in this case S, coincides with the a posteriori covariance
matrix in a statistical inversion.

Accounting on all assumptions made, we deduce that a linearised error analysis can be performed when
1. the sequence of iterates {x{,} converges;

2. the forward model can be linearised about x?, in the sense that the non-linearity residual R (x',x?,) is
small;

3. the data error model is correct.

If one of these assumptions is violated the error analysis is erroneous. The convergence of iterates can be
guaranteed by using an appropriate termination criterion, but the second and third assumptions require more
attention.

The linearity assumption can be verified at the boundary of a confidence region for the solution. For this
purpose we consider a singular value decomposition of the means square error matrix S, = VXV’ and
define the normalized error patterns s, for S, from the decomposition VX!/2 = [sy, ..., s,,]. The linearisation
error

R (x) =F(x) —F(x‘;) + K, (x—xi)
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can be estimated by comparing

1 2
flink = 5 ||R (xi + s,) H ~1
forallk=1,...,n.

The validity of the data error model assumption is perhaps the most important problem of an error analysis.
If the data error &, contains only the noise error component § and if § is a Gaussian random vector with zero

mean and covariance matrix C; = ¢21,,,, then the square residual norm Hr‘;H2 is Chi-squared distributed with
variance o2 and trace (Im - f&a> degrees of freedom. In the limit a — 0 ||rg||2 is Chi-squared distributed with
variance o2 and m — n degrees of freedom and it must holds

HriHQ = ||F(x%) - .‘)"SH2 ~(m—n)o?, a—0.

If the contribution of the systematic error 4,y in the data error d, is significant, we have instead
5 5|2 1 2
|F (xo) = ¥°|" = (m —n) EHasysH +0° ], a—=0.

The presence of the systematic errors introduce an additional bias in the solution and to handle with this type
of errors we may proceed as in the linear case, that is, we may replace the data error 4, by an equivalent white

noise ¢, such that
e {151} =€ {]1a[°}-

The variance of the white noise 4, is then given by
1 2
2 _ (;s . 2
o2 = = [lbosl +0

and the estimate )
2

O'e%

IF () =¥, a0

m-—-n
can be used to perform an error analysis with the equivalent white noise covariance matrix Cs5, = 02L,,. It is

apparent that by this equivalence we increase the noise variance and eliminate the bias due to the systematic
errors.

Linearisation of the gradient of the Tikhonov function

The error representation (8.81) has been derived by assuming a linearisation of the forward model about the
minimizer of the Tikhonov function. This derivation does not make use of the Gauss approximation of the
Hessian, since the Euler equation (8.79) holds true for the Gauss-Newton method as well as for the Newton
method. An alternative error representation can be derived for a general Hessian matrix by using the lineari-
sation of the gradient of the objective function. Because the objective function depends on the data y° we will
indicate this dependence by writing F (x,y?°) in place of F (x).

Setting x' = x% — Ax?, and using the representation y = y° — & we expand the gradient at (x',y) in a first-order
Taylor series about (x3,y?)

OF |

x (x 7y) = Ix (xg — Ax‘;,y‘S — 5)
oF O*F
= &( 600 6)_@()(6&1}’6) Axéa
2
O (.¥)a 4R x0)
At the minimum we have
< (xa,y ) =0, (8.85)
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whence taking into account that

O () =g xy) = ol L (x! -~ x.)
and that 02 F 927
G Ay’ =G () 5 () = KT ().
we obtain

x —x% = aG,'LTL (x]L —Xa) — G,'KZs - G_ 'R (XT x“) (8.86)

Einiare?

with G, = G (x9,). Thus, neglecting the non-linearity error, the smoothing and the noise errors take the forms
€sq = aG;lLTL (XT — Xa)

and
e, =-G.'KTs,

respectively. The representations (8.81) and (8.86) coincide only for a Gauss approximation of the Hessian and
the difference between them stems from the different linearisation employed. The mean and the covariance
matrix of the error vector e, are given by the smoothing error vector e, and the retrieval noise covariance
matrix

Cu = 0’G 'K K, G .

When the quasi—Newton method is used to compute the minimizer of Tikhonov function, the Hessian approxi-
mation can be used for error estimation. However, for the Gauss—Newton method, an additional computational
step involving the calculation of the Hessian at the solution has to be performed. For this purpose we consider
the Taylor expansion about the minimizer x?,

F(x)~F (Xi) + % (x - xi)T G, (X - Xé) , (8.87)

where by definition the entries of the Hessian are given by

A

[Ga]ij = 61)281‘]

(x2) (8.88)

with z; = [x],. Equations (8.87) and (8.88) suggest that we may use finite differences for approximating G.,.
Setting for convenience x = x? and denoting by Az; the displacement in the i component of x, we may
compute the diagonal elements by using (8.87)

G,l., =2 8.89
[ L'L (ACUL)Z ( )
and the off-diagonal elements from (8.88) with central differences

[Gah]‘ = [}"(mi-l-Axi,xj—i—A:vj)—F(mi—Axi,xj-i-Amj)

The calculation of the Hessian by using finite differences requires an adequate choice of the step sizes Ax;.
The difficulty associated with the selection of the step size stems from the fact that the objective function
may varies slowly in some directions of the x-space and rapidly in other. The implemented iterative algorithm
significantly improves the reliability of the Hessian matrix calculation and is based on the following result: if G,

is the exact Hessian and G, = VEVT with ¥ = [diag (of)nm} is a singular value decomposition of G, then

the linear transformation
x=Vy /2 (8.91)
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implies that in the z-space the surfaces of constant F are spheres, i.e.

F(2) ~ F(s0) = 5 (s~ 20)" (5~ 70). (8.92)

The computation of the pseudo-Hessian by finite differences is performed in the z-space by using (8.89) and
(8.90) and this process is more stable than a Hessian calculation in the x-space. The step sizes Az; are chosen
such that, when computing the diagonal elements, the variations F (z; + Az;) — F (2;) are approximately one.

8.3.1.5. Parameter choice methods

The choice of the regularization parameter plays an important role in computing a reliable approximation of
the solution. In this section we present selection criteria with variable and constant regularization parameters.
In the first case the regularization parameter is estimated at each iteration step, while in the second case the
minimization of the Tikhonov function is done a few times with different regularization parameters.

A priori parameter choice methods

The expected error estimation can be formulated as an a priori parameter choice method. The idea is to
perform a random exploration of a domain to which the solution is suppose to lie and for each state vector
realization x! to compute the optimal regularization parameter for error estimation @p:; = arg min, € {He B }
and the exponent p; = In@;/Ino. The regularization parameter is then chosen as a, = o, where p =
(1/N) ZiN:1 p; is the sample mean exponent and N is the number of events.

The error estimation method can be formulated for non-linear problems by representing the expected error at

the solution as
& {1’} = llesall® + € { lefall”}

with

eso = (I — Ay) (x" — x,) 2 e - f—x) witw, (8.93)
and Z ,

&{[leall”} = rtrace (KEKIT) = 22 (% g ) lw; )% (8.94)

In (8.93) and (8.94) ; are the generalized singular values of the matrix pair (K,,L) , w; is the i" column
of the non-singular matrix W and w; ' is the i line of the inverse matrix W~!. Because the Jacobian ma-
trix K., is evaluated at the solution, a non-linear minimization method has to be employed for computing

Qopy = argming, € {;|eg||2} for each state vector realization. The resulting algorithm is extremely computa-

tional expensive and in order to alleviate this drawback we approximate the Jacobian matrix at the solution by
the Jacobian matrix at the a priori state. This is a realistic assumption because many ill-posed problems arising
in atmospheric remote sensing are nearly linear (with an appropriate choice of the forward model their degree
of non-linearity is of moderate size). The a priori parameter choice method is then equivalent to the expected
error estimation method applied to a linearisation of the forward model about the a priori state.

Another version of the expected error estimation method can be designed by assuming a semi-stochastic
error representation and by using an iterative process for minimizing the expected error. Two relevant features
reduce the performances of the so called iterated expected error estimation method:

1. The semi-stochastic error representation is valid if the Tikhonov solution is an acceptable approximation
of the exact solution, that is, if the regularization parameter is in the neighbourhood of the optimal value
of the regularization parameter.

2. The minimizer of the expected error is in general larger than the optimal value of the regularization
parameter.
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Selection criteria with variable regularization parameters

Since the solution of a non-linear ill-posed problem by means of Tikhonov regularization is equivalent to the
solution of a sequence of ill-posed linearisation of the forward model about the current iterate, parameter choice
methods for the linear problem (8.70) can be used to compute the regularization parameter at each iteration
step.

The noise in the right—-hand side of the linearised equation (8.70) is due to the measurement noise in the data
and the linearisation error. At the iteration step & the noise level can be estimated by the minimum value of the
linearised residual corresponding to the smallest singular value ||r¢, ;.|| In the framework of the discrepancy
principle the regularization parameter is then selected as the solution of the equation
2 2
[%all” = 7 [ knial]

with 7 > 1.

Due to the difficulties associated with the noise level estimation, error-free parameter choice methods (based
only on information about the noisy data) are more attractive. For the linearised equation (8.70), the following
parameter choice methods can be considered:

1. the generalized cross-validation
Qgeyl = argmin v,‘za
[0

with
it
r Jka
’Ug(x = : ~ 29 (895)
[trace (Im — A;m)]
2. the maximum likelihood estimation
Qplek = arg min )\ia
with R
5 yIiT (InL - Aka) yli
A, = (8.96)

ka — ’
T\n/ det (Im - Kka)

_ 8
Q1ckp = arg Hl(?‘X KRicka

3. the L-curve method

with

)"

and ) 5
71, (o) = log (HrfkaH ) , Yk (@) = log (HciaH ) )

In the above relations the linearised residual and the constrained vector are given by

rgk:a = yi - Kk?Ot (X(li+1a - Xa) = (Im - Aka) yz

and
cza =L (xiHa — xa)
respectively.
In practice the following recommendations for choosing the regularization parameter has to be taken into
account:

1. at the beginning of the iterations large a-values should be used to avoid local minima and to get well-
conditioned least squares problems to solve;
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2. during the iterations the regularization parameter should be decreased slowly to achieve a stable solution.

Numerical experiments have shown that a brutal use of the regularization parameter a.., computed by one
of the above parameter selection criteria may lead to an oscillation sequence of a-values. A heuristic formula
that deals with this problem can be formulated as follows: the regularization parameter is the weighted sum
between the previous a-value and the proposed regularization parameter apy

o { gak'—l + (1 - 5) aoptka aoptk < Of—1
k =

k-1, Qoptk = Q-1

This selection rule guarantees a descending sequence of regularization parameters and the resulting method
is very similar to the iteratively regularized Gauss-Newton method.

Selection criteria with constant regularization parameters

The numerical realization of these parameter choice methods requires to solve the non-linear minimization
problem several times for different regularization parameters. Each minimization is solved with a regulariza-
tion parameter o and a solution x° is obtained. If the solution is satisfactory as judged by these selection
criteria, then the inverse problem is considered to have been solved. The discrete values of the regularization
parameters are chosen as «; = oPi with p; > 0.

In the framework of the discrepancy principle the regularization parameter is the solution of the equation
[v* = F ()| =72 (8.97)

with 7 > 1. Because of non-linear problems, the discrepancy principle equation has only a solution under very
strong restrictive assumptions, we use a simplified version of this selection criterion: if the sequence {«;} is in
descending order, we choose the largest regularization parameter «;- for which the residual norm is below the
noise level, that is,

||y‘S -F (xiﬂ)”2 < 1A% < Hy5 - F (x"a) 2, 0<i<i*.

The generalized discrepancy principle can also be formulated as an a posteriori parameter choice method for
the non-linear Tikhonov regularization. A heuristics justification of this parameter choice method can be given
in a deterministic setting by using the error norm estimate

le3I” <2 (llewa + [lea*)

together with the noise error bound

27 A2
| m|| , T > 1.

To estimate the smoothing error we assume L =1, and consider the unperturbed solution x,, corresponding
to the exact data y. The stationary condition for the Tikhonov function at x,, yields

K [F (xa) — y] + oI, (xo —Xa) =0 (8.98)
with K, = K (x,). We then obtain

xt —x, = (I, —A,) (XT - xa) ~KIR (XT,XQ)

e

and further
€sq = (In - A—(y) (XJr — Xa> .

Taking into account that for any x there holds

n 2
(%
0= A=t =32 (57 ) (70 < 3507
i

i=1

we deduce that an upper bound for the error norm is given by
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1 2 A?
M(a)—4<2||xf—xa” —|—Ta>.
To derive the necessary condition for a minimum of the estimate M (a) we consider the function
1 2
f(a) =5 [x" = xa (8.99)
and find that af q
Yoo = — (xt —x )T e
1o () (x" —xa) o (8.100)
Formal differentiation of the Euler equation (8.98) with respect to « yields
dKZ T dx, dx,
el _ hnad =— — .101
1o [F (x0) —y] + K K, o % (Xo — Xa) (8.101)

and the neglect of the first term in (8.101) gives

dx,,

_ 1
o v C(KTK, +ol,) " (x4 — xa) = ~KI [F(x4) — y].
Do o (KTKe + aL) ™ (x — xe) = TKL[F (xa) —

[}

The linearisation
v~ F(x,)+ K, (xJr — x(,)

and the matrix identity
(K'K,, +oL,) " K” =K’ (KK + ol,,) "'

then yield

df

o (x! —xa)" KL [y = F (xa)]

Ko (x = x0)]" (KoKZ +aL,) [y — F (xa)]

—Rl=R =

Q

Iy~ Fxa)]” (KK +aL) 7 Iy — F (xa)].
If we now replace x,, by x? and y by y? we obtain the generalized discrepancy principle equation in the form

aly’ —F(x2)]" (KuKZL +al,) ' [y’ - F (x))] = 7A2

«

Error-free methods with fixed regularization parameter are natural extensions of the corresponding criteria for
linear problems and the most popular are the generalized cross validation, the maximum likelihood estimation
and the non-linear L-curve method.

To formulate the generalized cross validation and the maximum likelihood estimation we employ some heuristic
arguments. At the iteration step & the generalized cross validation function v, and the maximum likelihood

function ¢, as given by (8.95) and (8.96), respectively, depend on the influence matrix Ay, the linearised
residual

5 § §
e = Yi — Kia (XkJrla - Xa) )
and the noisy data vector ~
yg = y5 —F (Xza) —+ Kk(x (Xioé — Xa) .

Assuming that the iterates xia converge to xi, then f&;m converges to the influence matrix at the solution
A, =K,K], r, tothe non-linear residual

and y? to
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Thus, in the limit £ — oo the generalized cross validation function takes the form

vy P

’ [trace (Im — 11(,)} ’

and the maximum likelihood function read as

v (o Al)yl v i)/ (6 4 o)

ol det (1. - A,) VIEL 1 (7 + o)

where (v;; w;, u;,v;) is a generalized singular system of the matrix pair (K,,L).

The non-linear L-curve is the plot of the constraint norm ||cgy|2 = ||L (x3 — xa) H2 against the residual norm

) 2 § 5 2 . . . . .
IS |I” = |ly® = F (x3)]|” for a range of values of regularization parameter a. This curve is monotonically
decreasing and convex. In a computational sense the non-linear L-curve consists of a number of discrete
points corresponding to the different values of the regularization parameter and, in practice, the following
techniques can be used for choosing the regularization parameter:

1. As for linear iterative regularization methods, we fit a cubic spline curve to the discrete points of the
L-curve (z (o), y (o)) With 2 () = 2log||rS|| and y (o) = 2log||c] ||, and determine the point on the
original discrete curve that is closest to the spline curve’s corner.

2. In the framework of the minimum distance function approach we compute
a1c = argmin d? (a;)

with
d* (o) = [2 () — @] + [y () — wo]”,

xo = min; x (o;) and yo = min; y (o).

3. Relying on the definition of the corner of the L-curve as given by Reginska, we determine the regulariza-
tion parameter as
are = argmin{z (o;) + y (i)},

that is, we detect the minimum of the logarithmic L-curve rotated by /4 radians.

8.4. Accessing Profile Values

The Level 2 Limb MDS format was originally defined for volume mixing ratios (VMR) retrievals. In 2006 the limb
retrieval was completely overhauled and a new retrieval method was implemented for the operational retrieval.
The new algorithm retrieves number densities instead of volume mixing ratios. Since format changes require a
large effort and impact the whole ground segment, it was decided to use the dynamic “Additional Diagnostic”
entries of the limb MDS (see also section A.3). A detailed description can be found in ( ).

The last entry “ADDDIAG” contains the following parameters (just listed after each other):
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’ Description ‘ Size ‘ Last Position
Degree of freedom of retrieval 1 1
Information content 1 2
Diagonal elements of averaging ker- Nstvec Nstvec + 2

nel in vertical columns (partial columns)

Number density per layer of each main gas N1 * Nmain N1 * Nmain+Nstvec + 2

Initial number density per layer of each main gas N1 * Nmain 2+ n1 * Nnain+tNstvec + 2

Conversion factors to VMR per layer Nomain Nmain + 2 N1 - Nmain+Nstvec + 2
Conversion factors to number density per layer Nmain 2 - Nmain + 2 N1 " Nmain+Nstvee + 2
Averaging kernel for each main gas N1 * Nmain * Mmain | M1 ° Mmain * Pmain + 2 Nmain + 201 -

NmaintNstvec + 2

Table 8.2.: Additional diagnostics individual elements.

The following definitions are used for the Limb MDS
> Number of elements of the retrieval grid: n,,4:» (= Nnumber of profile entries and number of layers)
> State vector: z
> Element index per layer: k = 1...npqin
>

State vector elements assigned to partial columns per layer: zy, k = 1...nmqn (vertical columns per
layer = partial columns per layer)

> Retrieval grid:
o Ordering: top to down
o Top of atmosphere is fixed to 100 km and used for the height grid
o Information at TOA is used for height and pressure grid
o Height at the lower boundary of each layer & : z
o Pressure at the lower boundary of each layer & : py
o Altitude grid element: Az = z,_1 — zx With zg = 100 km
o Pressure grid element: Apr = pr_1 — &

o Pressure is read from climatology with p, at top of atmosphere

> Number density per layer: n with ng, k= 1...nmain
> Volume mixing ratio per layer: vmr with vmry , k=1...nmqin

Since it is very often desirable to represent the retrieved profile in number density or volume mixing ratio, the re-
lations with respect to the chosen state vector representation (partial columns per layer) are given in the fol-
lowing. Note that the conversion is related to quantities which describe the result for a given profile layer. Addi-
tionally, note that the information provided for pressure and height is implicitly extended by the entries at TOA
which are not given in the product.

The number density at layer k can be derived from the state vector by

nd
K

ng = szd:ck = A—kak
Here, sp¢ is a scaling factor which can be expressed by the difference of the altitudes at the bound-
aries of the layer k
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Azpy = 2p—1 — 2

and the constant ¢7¢. In analogy, the VMR at layer k is given by

c’Um"‘
vmry = g xp, = Akp Ty
k

There, the scaling factor s}™" is expressed as the difference of the pressures at the boundaries of layer k

Api, = Pr—1 — Pk

and the constant ¢;™" .

The conversion between the state vector representation in partial columns and number density (resp. VMR) can
also be written in matrix representation. Then we have

n=38".z and vmr=§"" . x

with "¢ and §*™" being diagonal matrices, i.e. S;i* = s - d;; and ;™" = sy™" - 4y

The conversion can also be applied to the representation of the covariance matrix, the correlation ma-
trix, the relative error and finally the averaging kernel.

Covariance Matrix The covariance matrix C(x) for the given state vector is written by

C(z) = E[zaT)

where F is the expected value operator. The covariance matrix can be then converted into number density rep-
resentation by

Cnd _ Sndc(x)snd

into VMR representation by

C’Um’l‘ — Svmrc(x)svmr

Explicitly, the entries of C"¢ and C*™" can be expressed to

Cit = 579Cij(w)s}

and

vmr __ omr vmr
Cij =S, Cij (.’E)Sj

respectively.
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Relative Error The relative error ¢; at the solution is defined by

- nd vmr
Cii(z) 100 = E . 100 = 67\/7 - 100

Z; n; vmr;

€; —

Correlation Matrix The off-diagonal elements of the correlation matrix of the fit are given by

Ci(2) ! i

where i,j = 1...nmain @and i # j

Averaging Kernel If i represents the “true” profile in partial columns per layer, then the averaging ker-
nel is defined by
0%,

- 8a:j

Aij(2)

The averaging kernels for the number density and VMR are then given by

And 87”22 S?d ( ) S?d 85@
] . nd Y% nd .
on; s 87 O
and
ovmr; — s¥™T s Oy
vmr __ T ) — 1 7
Al o Aij(z) =

Jdvmr;  sY™

vmr .
f sy O

respectively.

8.5. Common Characteristics of the Profile retrieval

For all profile retrievals the results of the Limb cloud detection are taken into account. In order to avoid cloud
contamination, the first measurement data used for the profile retrieval is taken at the first cloud free height
above the configured minimum height, i.e.

ho _ {hmzn for max(hcloud) < hmzn (81 02)

hiv1  for max(heioud) > hmin withi = Index of max(heioud)

Retrievals below 20 km and above the reference height are expected to have larger errors.
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8.6. Limb Ozone Profile Retrieval Settings

Input spectra

Calibration All calibrations applied

Retrieval Height Range 13.5 km (or lowest cloud free height) - 65 km
Reference Height 46 km (for 520 - 590 nm); 65 km (for 283 - 310 nm)
Fit Settings

Fitting Interval 283 - 310 nm and 520 - 590 nm

Polynomial Degree 4th order

Number of Layers 33

Aerosol Model LOWTRAN

Absorption Cross Sections/Fitted Curves

O ( )@243 K

NO, ( )@243 K

Profiles

Os (2002)

NO, (2002)

8.7. Limb NO, Profile Retrieval Settings

Input spectra

Calibration All calibrations applied
Retrieval Height Range 13.5 km (or lowest cloud free height) - 46 km
Reference Height 43 km

Fit Settings

Fitting Interval 420 - 470 nm

Polynomial Degree 3rd order

Number of Layers 33

Absorption Cross Sections/Fitted Curves

Os ( )@243 K
NO, ( )@243 K
Profiles

Os (2002)

NO, (2002)
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8.8. Limb BrO Profile Retrieval Settings

Input spectra

Calibration All calibrations applied
Retrieval Height Range 10.5 km (or lowest cloud free height) - 35 km
Reference Height 35 km

Fit Settings

Fitting Interval 337 - 357 nm

Polynomial Degree 4th order

Number of Layers 33

Absorption Cross Sections/Fitted Curves

O; ( )@243 K
BrO ( @243 K
Profiles

Os (2002)

BrO ( )
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9. Limb Cloud Retrieval

9.1. Background

9.1.1. Motivation

In limb mode SCIAMACHY measures light scattered along the line-of-sight. If the line-of-sight intersects a cloud
at a certain height, the spectrally resolved measurements differ from cloud free measurements. To eliminate
systematic uncertainties and to enhance the sensitivity of the cloud determination, differences and/or ratios of
spectral measurements in a certain wavelength region are used. Here we use radiance ratios at 750 nm and
1090 nm (and of 1550 nm and 1630 nm, see Section 9.3) for the detection of clouds. In an ideal Rayleigh
scattering atmosphere, populated only by molecules, the difference between radiances at two wavelengths
about 300 nm apart is large (I ~ A\~%), while for larger particles like cloud droplets this difference is reduced
(e.g., I ~ A71, Section 9.1.2). The basic geometry and the principle of the SCIAMACHY cloud top height
detection from limb measurements is shown in Figure 9.1. The satellite instrument detects different light from
the cloud and above, which is then derived as the cloud top height (CTH) above the tangent point.

9.1.2. Theory

In earth’s atmosphere radiation is scattered non-isotropically depending on the wavelength of the incident
radiation, the atmospheric density as well as on the size and shape of the scattering particles. The distribution
of the intensity I of scattered radiation is described by

> Rayleigh scattering: wavelength >> particle size (molecules like nitrogen or oxygen) and/or

> Mie scattering: wavelength < particle size (aerosol, cloud particles as can be found in tropospheric
clouds and polar stratospheric clouds (PSCs))

In the Rayleigh scattering case we find I ~ \*, whereas in the case of Mie scattering I is proportional to
A~ with a value of « varying from 0 to 4. Due to the dependence of the spectral signature on the size of the
scattering particles it is possible to derive information about the physical properties of clouds from comparisons
of radiation at different wavelengths.

Figure 9.1.: /llustration of the principle of the cloud top height detection using scattered solar radiation at clouds
for two wavelengths in the near infra-red (red and brown darts). SCIAMACHY scans the limb in
tangent height steps with a difference ATH=3.3 km. The cloud top height CTH is calculated for
the tangent height (the vector being perpendicular to the ground and the line-of-sight).
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9.1.3. Product description

Using this method a detection tropospheric clouds (i.e. stratus, cumulus and cirrus), cirrus clouds at the tropical
tropopause, stratospheric clouds in polar winters and noctilucent clouds near the polar summer mesopause is
straightforward. While for every cloud type the detection is based on the same physical principles, each cloud
type detection requires specific details. For example, detecting PSCs appropriately requires knowledge about
the stratospheric aerosol content to avoid erroneous detection due to high levels of aerosol.

9.2. Algorithm Description

9.2.1. Physical Considerations

As cloud particles (diameter between 2 um to 1.5 mm) are larger than the wavelength used in the UV-to-IR
measurement range of SCIAMACHY (around 0.8 um), scattered radiation tends to be scattered not uniformly
in all directions, as is the case for the much smaller background air molecules (~0.1 nm). In general, the phase
function of scattered radiation from water cloud droplets has a strong forward peak. On the other hand cloud
droplets scatter radiation at different wavelengths more uniformly than molecules. Furthermore molecules
absorb radiation in certain wavelength region.

To identify wavelength regions, which are suitable for radiance comparisons to detect clouds, certain require-
ments have to be fulfilled

1. Radiation at wavelengths below 400 nm is not suitable because the atmosphere gets optically thick for
Rayleigh scattering in the upper troposphere at about 15-18 km;

2. Spectral windows with strong molecular absorption like for ozone, oxygen or water vapour are not suitable
because of the height dependence of the absorption profiles.

For the identification (‘flagging’) of cloud contaminated pixels in the SCIAMACHY limb data and the retrieval of
cloud top heights we choose two wavelength pairs of 750 nm and 1090 nm, and of 1550 nm and 1630 nm. The
ratio of 750 nm and 1090 nm is used for the general detection of clouds. Radiance at 750 nm (SCIAMACHY
channel 4) is basically free of absorption signatures, as ozone absorption is comparatively small (see Figure
9.2). It is situated between the H,O absorption band at 725 nm and the O»-A band at 760 nm. The 1090 nm
radiance (SCIAMACHY channel 6) is just outside a H,O absorption band ranging from 1100 nm to 1170 nm.

The wavelength pair of 1550 nm and 1630 nm is chosen for the detection of ice clouds, as the spectral signa-
tures of ice is more pronounced in this wavelength region ( ). The imaginary part of
the refractive index is shown in Figure 9.3 taken from ( ). The 1550 nm region is outside the
strong water vapour absorption band around 1400 nm.
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Figure 9.2.: Calibrated Limb spectra for the SCIAMACHY channel 4 (top) and channel 6 (bottom) for an exam-
ple measurement ( ( ).
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Figure 9.3.: Taken from ( ( ))and updated. The blue lines give wavelengths of SCIAMACHY

channel 6+ suitable for ice cloud detection. The red dots indicate a spectral behaviour of a pure
Rayleigh scattering atmosphere, showing the strong decrease of radiance.

9.2.2. Mathematical Description of the Algorithm

To improve the signal-to-noise ratio SCIAMACHY measurements are integrated over the following wavelength
windows: 750 — 751 nm, 1088 — 1092 nm, 1550 — 1553.2 nm and 1630 — 1634 nm. For the detection of cloudy
pixels the height dependent colour index R. is created from the ratio of the wavelength dependent intensities
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I(\,TH)

= T0u )

(9.1)

TH denotes the tangent height for the SCIAMACHY line-of-sight, A the wavelength, and I the intensity. For the
determination of the cloud top, the colour index ratio profile is computed as follows

> Starting with the lowest height, pairs of two adjacent colour indices are divided.
> The maximum of the colour index ratio will then show the cloud top.

The colour index ratio ©(T'H) is defined as

R.(TH)

OTH) = 7w + AT

(9.2)

For SCIAMACHY limb measurements the tangent height difference ATH is 3.3 km, which also gives the
vertical resolution. Taking this difference into account, a limb measurement at e.g. 20 km tangent height has a
horizontal resolution along track of about 400 km and due to the scan cycle of 240 km across track.

9.3. Application and Determination of Cloud Types

9.3.1. Tropospheric Clouds

The main reason for flagging cloudy pixels is to support a successful trace gas retrieval. A fully clouded scene
at high altitudes will influence the quality of the retrieved trace gas profiles. For absorbers peaking in the
troposphere like water vapour, cloudy scenes will foil a reliable retrieval. Thus it is mandatory to know if there
is cloud contamination in the line-of-sight and what the cloud top height is.

SCIA_limb_20050701_042728_4_2_17435.5ub SCIA_limb_20050701_042728_4_2_17435.5ub

L |
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Figure 9.4.: Colour index profiles of SCIAMACHY Limb radiances (left) and the corresponding colour index
ratio profiles (right).

An example for colour index profiles is shown in Figure 9.4 for a measurement in the tropics at 9.2° N and
83.7° E on 1 July 2005. The depicted lines in the altitude range from 0 to 30 km show different ratios

> 1090/750 nm (black line),
> 1630/1550 nm (red line).

The ratios 1550/750 nm (blue line) and 1630/750 nm (green line) are shown only for testing purposes. These
ratios are redundant and are not used for the detection of clouds.
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The near infra-red colour ratios may be used for the distinction of water and ice clouds. To have the same
starting value at the bottom, the radiance profiles are divided by the lowermost radiance measured by SCIA-
MACHY. The right part of Figure 9.4 shows the colour index ratios for the same measurement. The cloud top
can be found at the maximum value at a height of about 14.5 km. In Figure 9.5 the colour index ratios (CIR)
along an entire SCIAMACHY orbit are shown. To flag a fully cloudy scene in one CIR profile a value of © = 2
is taken (solid circles), while partly cloudy scenes (black rings) are assigned for values between 1.4 and 2.
CIR below the threshold of 1.4 are considered as cloud free (depicted as full circles at 0 km altitude). The
values are empirical and still preliminary. They will be verified using a larger dataset in the frame of an ongoing
verification. In the upper part of the figure the cloud free region in the tropics shows slightly elevated values
at 20 km, which could hint to cirrus clouds. This also is supported by the ice cloud detection as shown in the
lower plot, where clouds are detected at these altitudes. The NIR gradients tend to have outliers at the upper
boundary possibly due to small signal to noise ratios.

Color Index Ratio for 20050121_15138 1

[ 1090v750

Height [km]

Height [km]

-85  -60 -30 0 30 60 85
Latitude [deg]

Figure 9.5.: Colour index ratios fora SCIAMACHY orbit as a function of latitude and tangent height. The circles
depict the cloud top heights. Full cloud coverage is given by solid circles above the ground, while
partially cloudy scenes are illustrated by the black rings in the upper part of the plot. In the lower
part solid circles depict ice phase clouds.

9.3.2. Polar Stratospheric Clouds (PSCs)

While general tropospheric clouds are easy to detect, more sophisticated detection criteria are needed for
PSCs (see Figure 9.4) to reduce false results. Currently the stratospheric aerosol content is low due to the
absence of volcanic eruptions for longer time periods. The wavelength ratio of 750 nm and 1090 nm is used for
PSC detection. To distinguish between an aerosol loaded stratosphere and an optically thin PSC, a threshold
of the colour index ratio of ©(T'H) > 1.3 was chosen. This value is a result of model studies of

( ). High altitude cirrus clouds can also be confused with PSCs, so as a further constraint, ©(TH)
should be taken from measurements above the climatological tropopause. A simple constraint is to choose a
tangent height between 15 and 30 km and to look for PSCs only above 50 ° latitude.
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Figure 9.6.: Colour index profile (a) and colour index ratios (b) in case of a PSC contaminated measurement
(blue) and a background profile (black).

9.3.3. Noctilucent Clouds (NLCs)

Noctilucent clouds (NLCs) are a mesospheric phenomenon (80 and 85 km), occurring at high latitudes during
summertime, when the mesopause region is very cold. A typical season starts about 3—4 weeks before the
summer solstice and persists for approximately 3 months ( ( )). These clouds can frequently
be detected from ground. UV-radiation at 265 nm and 291 nm is used for the detection of clouds at these
heights, because multiple scattering and reflection from the ground can be neglected for the limb scattering
geometry. Two mechanisms have been implemented to establish an NLC detection method.

1) For stronger NLCs differencing is a feasible way for detection:

©p(TH) = I(TH) — I(TH + ATH) (9.3)

A negative difference (Eq.9.3 ) at tangent heights between 75 km and 90 km indicates NLCs in the line-of-sight
(see Fig. 9.7).

2) A division of the radiance is used to get the colour ratio for weaker NLCs:

B R.(TH)
O(TH) = R.(TH + ATH) ©4)
If both wavelengths give ratios ©(TH) > 3, NLCs are detected ( ( )). This is for weak

NLCs that do not have a peak in radiance at these altitudes, but only a bump.
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Figure 9.7.: Detection of NLC due to the increase in backscattered limb radiance above 80 km (purple) and a
background measurement (red).

9.4. Summary and Implementation

Cloud detection can substantially influence the limb results, if a limb profile is sensitive to cloud contamination
with respect to the spectral measurement. A possible drawback could be that results may be biased towards
an atmosphere that is too dry. This is because clouds need moisture to evolve. This moisture gets transported
in higher altitudes. If cloudy scenes are removed the resulting picture of the atmosphere represents a too dry
environment.

On average the altitude coverage of profiles may change because, due to cloud, indexing profiles from lower
altitudes may be skipped as they are flagged cloud contaminated.

On the other hand, a cloud index may improve results significantly by sorting out cloud contaminated scenes.
A cloud index in principle also inherits the possibility to distinguish between different cloud types.

Currently it has not been investigated what influence the coverage of the field of view (FOV) of SCIAMACHY
has (i.e. partial coverage, horizontal coverage, vertical coverage).

We recommend to carefully choose the wavelength region for setting up the cloud index. The wavelength
regions shown in this ATBD are not the only wavelengths where a detection of clouds is possible but they have
proven to work. A final determination of the quality of the detection with this set up is currently work in progress.
We generally recommend using a cloud index, because sorting out obstacles from the FOV is essential for limb
sounding.

The following table shows the current settings in the processor:
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] Name Description ] Values
CLOUD_TYPE | name of cloud type WCL ICL PSC | NLC
LO_WLW lower wavelength window

START start wavelength 750 1550 750 | 264

END end wavelength 751 | 1558.2 | 751 266
UP_WLW upper wavelength window

START start wavelength 1088 | 1630 | 1088 | 290

END end wavelength 1092 | 1634 | 1092 | 292
LO_CIR lower CIR boundary 1.4 1.28 1.35 | N/A
UP_CIR upper CIR boundary 2.2 N/A N/A | N/A
MIN_TH minimum TH 0 0 15 76
MAX_TH maximum TH 25 25 30 86
WARN_TH warning TH 18 18 N/A | N/A
MIN_LAT minimum absolute LAT N/A N/A 50 N/A
MAX_SZA maximum SZA 88 88 88 88

Table 9.1.: SCODA settings

9.4.1. Exception Rules

As the SCIAMACHY data is not perfect, especially in channel 6 at wavelengths near 1630 nm , it is necessary
to sort out unexpected, non physical radiances. Thus a few exception rules were implemented to avoid extreme
colour index ratios due to high or negative radiances.

1. As it very unusual to have negative radiances in the three wavelength bands (750 nm, 1090 nm, 1550
nm), the retrieval is stopped, if this shall happen.

2. For the band 1630 nm two tests are made:

a) The wavelengths where negative radiances occur at any tangent height below the maximum height
of 35 km are not used for the calculation of the mean.

b) If unusually high radiances were found within the range, they will also be excluded. This is done by
calculating the mean and the standard deviation of the sum of the radiances at the tangent heights
up to the maximum height.
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10. Tropospheric NO,

10.0.2. Motivation

Tropospheric NO; is an air pollutant negatively affecting ecosystems and human health. The main anthro-
pogenic sources of NOs in the troposphere are fossil fuel combustion and biomass burning. There are natural
sources as well. These are microbial production in soils, wildfires and lightning.

10.0.3. Retrieval Settings

Nadir Settings

see Section 5.4.2
Limb Settings

see Section 8.7
Limb-Nadir Matching Settings

Tropopause height ECMWF ERA-Interim re-analysis

Cloud limits radiance cloud fraction < 50% (corresponds to effective CF < 0.2)

Background Ref. Sector 180 — 220° (Pacific)

AMF Settings

Stratospheric LIDORT (HALOE NO, Profiles Climatology)

Tropospheric Look-up table of the box AMFs used in the operational processing of the
GOME-2 data

Tropospheric NO; profiles from the MOZART CTM

The retrieval of tropospheric NO, columns from SCIAMACHY measurements is performed in several steps
making use of various SCIAMACHY products (NO. nadir slant columns, NO, limb profiles) as well as sev-
eral external data sets needed for the calculation of tropospheric air mass factors. Additional normalization is
necessary using a background data base of values over the Pacific reference sector. As NO, cross-sections
depend on temperature and in the total column retrieval temperatures in the stratosphere are assumed, a
correction needs to be applied for AMFopospheric Calculation accounting for differing temperature in the tropo-
sphere.

In principle, the retrieval approach is simple. Nadir observations provide columns integrated over the full
atmosphere down to the ground (note that only almost cloudless nadir pixels - CF < 0.2 - are processed). Limb
measurements on the other hand provide a stratospheric profile, which can be integrated to the stratospheric
column. The difference of the two measurements provides the tropospheric column. In practice, the subtraction
of the stratospheric contribution has to be performed on the slant columns in order to account for the different
sensitivity of the nadir measurements in different altitudes. Therefore, the limb profiles are integrated and for
each nadir pixel converted to the stratospheric slant columns using AMFsiatospheric @accounting for the given
viewing conditions (SZA, LOS, relative azimuth). Since many more nadir measurements than limb profiles are
performed within one state, the limb data need to be interpolated to the position of the nadir pixels. This is
done by first computing all limb columns for a complete orbit, then interpolating them in latitude for each of the
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4 viewing angles separately. This yields four VCgya values for every nadir state. These values are then linearly
interpolated and extrapolated in viewing angle to the respective nadir position.

A further complication arises from small systematic differences between limb and nadir columns, which need to
be corrected for. This is done by computing the average nadir and limb slant columns over the Pacific reference
sector at all latitudes and correcting the limb data with the difference between the two values.

The overall retrieval for each measurement can be broken down in the following steps:

1.
2.
3.

4.
5.

Computation of latitudinal dependent offset between limb and nadir slant columns
Computation of stratospheric nadir slant column using offset-corrected limb profiles

Computation of tropospheric slant column using nadir slant columns and calculated stratospheric slant
columns

Computation of tropospheric vertical column applying AMFipospheric

Addition of a tropospheric background to account for tropospheric NO, in the Pacific reference sector

The schematic chart visualizing the retrieval steps is depicted in Figure 10.1. L2 input is colored green,
databases blue, intermediate and final results yellow and processing steps red.
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Figure 10.1.: Flow chart of the tropospheric NO2 retrieval algorithm.
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A. Level 2 data structure

In this section the Earth observation MDS entries are described. The text is a copy of the relevant parts of
the Level 2 1I0DD. Note that not all fields are filled with calculated values, some are place-holders for future
versions of the processor.

A.1. Cloud&Aerosol MDS

This component is of variable record length. The actual length is given in the DSRLEN field (the second field).
Typical values of variable numbers are given in italic and brackets which are used for the calculation of typical

sizes and offsets of the file, components and fields:
> No of Records: 3600
> Record Size: variable (96)
> Component Size: variable (337.5 kB)

The following table gives an overview of the entries of the MDS:

No. | Name Comments Unit Type Size | Offset
1 STARTTIME Start time of the clouds and aerosol record MJD 12 0
2 DSRLEN Data set record length (DSR) ul 4 12
3 QUALITY Quality indicator (-1 if DSR is empty) sC 1 16
4 INTTIME Integration Time of DSR 1/16's us 2 17
5 SURFPRESS Surface Pressure hPa fl 4 19
6 CLOUDFRAC Cloud Fraction fl 4 23
7 ERRCLDFRAC Error on cloud Fraction rel. fraction fl 4 27
8 NUMPMDPIX Number of PMD sub-pixels for this DSR us 2 31
9 FULLFREE Number of PMD sub-pixels determined to be totally cloudy us 4 33
or totally cloud-free
10 TOPHEIGHT Could-top height km fl 4 37
11 ERRTOPHEIGHT Error on could-top height (currently set to -99.99) rel. fraction fl 4 41
12 CLDOPTDEPTH Cloud optical depth km fl 4 45
13 ERRCLDOPTDEP Error on cloud optical depth (currently set -99.99) rel. fraction fl 4 49
14 CLOUDTYPE Cloud type us 2 53
15 CLOUDBRDF Cloud-top bi-directional reflectance fl 4 55
16 ERRCLOUDBRDF Error on cloud-top bi-directional reflectance rel. fraction fl 4 59
17 EFFSURFREFL Effective Lambertian surface reflectance fl 4 63
18 ERREFFSREFL Error on Effective Lambertian surface reflectance rel. fraction fl 4 67
19 CLOUDFLAG Flag describing the cloud parameter output us 2 71
20 AAIl Absorbing aerosol index fl 4 73
21 AAIDIAG Diagnostic of the absorbing aerosol index fl 4 77
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No. | Name Comments Unit Type | # Size | Offset
22 AAIFLAG Flag describing the absorbing aerosol index output - us 1 2 81
23 NUMAEROPARS Number of additional aerosol parameters (n,) - us 1 2 83
24 AEROPARS Additional aerosol parameters - fl ng (3) (12) (85)

Cloud-top height and error are written per observation and are valid for the shortest integration time.

A.1.1. Additional Explanations
Cloud flagging

The flags describing the cloud type (field 14) have to be interpreted bit-wise. They contain the classification of
clouds according to the WMO scheme (when the bit is set to italic, condition is true; bits are counted from 0 to
15). The following is defined':

> 15: Jow or high cloud
> 14: jce or water cloud
> 13: thick or thin cloud
> 12-0: not used

The flags describing the output (field 19 and 22) have to be interpreted bit-wise. They will contain information
reflecting some important settings in the initialisation file (when the bit is set to italic, condition is true; bits are
counted from 0 to 15). For the cloud components the definition is:

> 15: source of cloud fraction PMD - fitting

> 14: source of cloud-top pressure in VCD algorithm - ISCCP

> 13: source of cloud-top height fitting - SACURA: no convergence
>

12: source of cloud-top height fitting - SACURA: number of iterations exceeded, average of neighboured
values taken

> 11: source of cloud-top height fitting - SACURA: cloud layer size set to constraint

> 10: source of cloud-top height fitting - SACURA: cloud-bottom height set to constraint
> 9: source of cloud-top height fitting - SACURA: cloud-top height set to constraint

> 8-0: not used at present

Note that SACURA provides a sophisticated flagging at output which mirrors if a constraint is set for a quantity
during the fitting. This may happen if cloud-bottom height, cloud-top height or cloud layer size exceed pre-
defined constraints. In that case each quantity can be individually set to the constraint value. In case SACURA
exceeds the number of iterations, the arithmetic average of the neighbour values is taken. If cloud-clear
condition is reflected from the PMD algorithm, cloud-top height and cloud optical thickness are set to 0. In
case of SACURA an error of 0.25 km can be expected for full convergence; otherwise 0.5 km.

"The numbering of bits starts with the highest number for the most significant bit of the most significant byte (i.e. big-endian) and ends
with O for the least significant bit of the least significant byte. E.g. for a two byte field the bits are labeled from 15 to 0

SGP OL1b-2 ATBD Version 6 Page 137 of 145



Docnr.: ENV-ATB-QWG-SCIA-0085
Issue : 2B
Date : 13th May 2015

i DLR

Aerosols Entries

The field AAIDIAG is not used at the moment.

For the aerosol flag (field 22) the current definition is:
> 15: no - yes Rayleigh scattering correction successful
> 14: no - yes AAIA computation successfully ended
> 13-0: not used at present

In case AAl values are not computed, but just copied from observations with longer integration times, AAl flags
remain unset.

For the current version the number of additional aerosol parameters (field 23) is 3. Additional aerosol parame-
ters (field 24) are:

1. the residue calculated in the AAIA
2. the retrieved surface albedo at 380 nm
3. the ground height used in the AAIA

The number of records is taken from the number of records of the Nadir geolocation.

A.2. Nadir MDS

This component is of variable record length. The actual length is given in the DSRLEN field (the second field).
Typical values of variable numbers are given in italic and brackets. These values are used for the calculation
of typical sizes and offsets of the file, components and fields.

> No of Records: 36000
> Record Size: variable (157)
> Component Size: variable (5.39 MB)

The following table gives an overview of the entries of the MDS. The format component above is repeated for
each fitting window. Therefore the number of records is taken from the Nadir geolocation record multiplied by
the number of fitting window applications given in this product (example: 10):

No Name Comments Unit Type # Size | Offset
1 STARTTIME Start time of the nadir record - MJD 1 12 0
2 DSRLEN Data set record length (DSR) - ul 1 4 12
3 QUALITY Quality indicator (-1 if DSR is empty) - sC 1 1 16
4 INTTIME Integration Time of DSR 116 s us 1 2 17
5 NUMOFVCD Number of vertical column densities (ny/) - us 1 2 19
6 VCD Vertical column density (VCD) of the main parameter molecule/cm? fl ny (1) 4) (21)
7 ERRVCD Error on the vertical column density rel. fraction fl ny (1) 4) (25)
8 VCDFLAG Flag describing the VCD output - us 1 (2) (29)
9 ESC Effective slant column (ESC) density of the main parameter molecule/cm? fl 1 (4) (31)
10 ERRESC Error on the effective slant column (ESC) density above rel. fraction fl 1 (4) (35)
1 NUMLINFITP Number of linear fitted parameters (n;) - us 1 2) (39)
12 NUMNLINFITP Number of non-linear fitted parameters (ns) - us 1 2) (41)
13 LINPARS Linear fitted parameters - fl ny (4) (16) (43)
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No Name Comments Unit Type # Size | Offset

14 ERRLINPARS Error on the linear fitted parameters rel. fraction fl ny (4) (16) (59)

15 LINCORRM Cross-correlation matrix entries of the linear fit: my = 1/2* - fl my (6) (24) (75)
ny*(ng-1)

16 NLINPARS Non-linear fitted parameters - fl ns (2) 8) (99)

17 ERRNLINPARS Error on the non-linear fitted parameters rel. fraction fl ns (2) 8) (107)

18 NLINCORRM Cross-correlation matrix entries of the non-linear fit (m2 = - fl ms (1) 4) (115)

1/2* Ny *(na - 1))

19 RMS RMS of the fit - fl 1 (4) (119)
20 CHI2 Chi-square of the fit - fl 1 4) (123)
21 GOODNESS Goodness of the fit - fl 1 (4) (127)
22 NUMITER Number of Iterations for the non-linear fit - us 1 2) (131)
23 FITFLAG Fitting output flag - us 1 2) (133)
24 AMFGRD AMF to ground - fl 1 (4) (135)
25 ERRAMFGRD Error on the AMF to ground rel. fraction fl 1 (4) (139)
26 AMFCLD AMF to cloud-top - fl 1 (4) (143)
27 ERRAMFCLD Error on the AMF to cloud-top rel. fraction fl 1 4) (147)
28 AMFFLAG AMF output flag - us 1 2) (151)
29 TEMPERATURE Temperature of reference spectrum K fl 1 4) (153)

A.2.1. Additional explanations

Because of different reasons some MDS fields are left empty (i.e. have values 0) if AMC-DOAS was used.
The AMC-DOAS algorithm allows to obtain a VCD of water vapour directly, omitting an intermediate step of
SCD calculation. That is why fields 9 and 10 (SCD and its error) are empty for NAD_UV8_H20O. Since the
fitting procedure in the AMC-DOAS algorithm is non-linear, the parameters of linear fitting (fields 13-15) are
absent. In the field 24 instead of AMF (to ground) the parameter a (the AMF correction factor) computed by the
AMC-DOAS algorithm ( , ) is listed, and in the field 25 its error. Fields 26 and 27 are left empty
as well, because no AMF to cloud-top is calculated in the AMC-DOAS algorithm. All errors for AMC-DOAS
(fields 7, 17, 25) are absolute values.

VCD entries for H,O and CO

Field 5 allows the output of more than one VCD result per record. This feature is used for NAD_UV8_H20,
NAD_IR3_CO, and NAD_IR1_CH4, and has the following effect on Fields 6 and 7:

> For H,O fields 6 and 7 consist of two entries. The first entry of field 6 gives the VCD in molecules/cm?,
the second in g/cm?. The latter unit is more convenient in the meteorological community. Field 7 contains
for both entries the absolute error in g/cm?.

> For CH, fields 6 and 7 consist of two entries. The first entry contains :CHy = VCDcpa,reys - ggg;, the
second CH, = VCDC’H4,ref - O\ CHA4

> For CO fields 6 and 7 consist of two entries. The first entry contains zCO = VCDco,res - 592, the
second CO = VODCO,?"ef - XCco
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VCD flags

Flags describing the output will be interpreted bit-wise (conventions as above) and the following are the current
baseline. Please note: not all bits of the following fields are used and some of them are only relevant for the
indicated application (DOAS or IAS).

Field 8 describes the VCD calculation. Bits 0 to 7 are used for DOAS.
> 15: no - yes extended field-of-view calculation
> 14: no - yes maximum SZA reached, VCD computation impossible
> 13: no - yes no weighting of AMFs over footprint
> 12: no - yes linear weighting of AMFs over footprint
> 11: no - yes parabolic weighting of AMFs over footprint
> 10-0: not used at present
For AMC-DOAS (retrieval of H20) flag 2 is set 'true’, all others ‘false’.
For IAS (i.e. CO retrieval) in principle all 16 bit are used:
> 15: no - yes convergence reached

> 14: no - yes sza lower than limit (currently 80°), note that currently this behaviour is reversed compared
to the above DOAS case

13: no - yes residual norm lower than limit (currently 4)
12: no - yes maximum absolute value of residual lower than limit (currently 2)
11: no - yes error weighting used

10: no - yes ratioed measurements used

Y VY VY

9-nn: « between bounds (currently -1 and 3) and |a..| < limit, a pair of flags for each gas (limit currently
1)

«a is the fitted scaling factor, nn = 2 * number of gases + 5, i.e 11 for CO. The sequence of gases is defined by
the initialization file.

Fitting parameters and results for IAS

Fields 11/12, 13/14 and 16/17 require some special treatment for IAS. Field 11 will contain the number of
linear fit parameters, which is currently 1, and Field 12 will be filled with the total number of fit parameters. This
number is currently 5, composed of the number of linear (1) and non-linear (1) fit parameters plus the number
of gases (3). In principle, the number of linear fit parameters is composed of reflectance and baseline, which
can contribute up to three values each, depending on the polynomial degrees defined by the initialization file.
Note that attribute degree in the initialization file specifies the number of coefficient, not the polynomial degree.
Baseline is not used at present.

Fields 13 and 14 show value and error of the reflectance in the IAS case. Fields 16 and 17 have currently
five entries each, containing the values and errors of the scaling factors of gases (i.e. aco, acn4, ag20) and
HWHM. The last entry of Field 16 and 17 is empty (i.e. filled with 0), because value and error of the linear fit
parameter are already given in Field 13 and 14, respectively.

SCD fit flags

Field 23 specifies the slant column density fitting. For AMC-DOAS and IAS this field is not used. The meaning
is:

> 15: no - yes smoothing of measurements
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> 14: no - yes error weighting of fitting

> 13: no - yes use of ratioed measurements

> 12: no - yes use of pre-convoluted cross-sections

> 11: no - yes convolution of cross-sections

> 10: no - yes convolution on measurement grid

> 9: literature - SCIAMACHY cross-sections used

> 8: linear - non-linear fitting

> 7:no - yes use of SO, correction

> 6-4: quality, to be interpreted as 3 bit integer, 0 lowest quality, 7 highest quality

> 3-0: not used at present

AMF look-up flags

Field 28 flags options used in the AMF look-up scheme. For AMC-DOAS and IAS all flags are set to ‘false’.
> 15: clear - clear & cloud look-up
> 14: one AMF value - extended field-of-view
> 13: continental - maritime aerosol present
> 12: no - yes maximum SZA exceeded

> 11-0: not used at present

A.3. Limb & Occultation MDS

This component is of variable record length. The actual length is given in the DSRLEN field (the second
field). Typical values of variable numbers are given in italic and brackets. These values are then used for the
calculation of typical sizes and offsets of the file, components and fields.

> No of Records: 750
> Record Size: variable (337163)
> Component Size: variable (23.72 MB)

The limb measurement data set consists of several records containing the retrieval result of one vertically
sorted sequence of limb measurements. A complete limb scan, given by one limb state, may consist of
more than one limb profile depending on the integration time during one azimuth sweep of the corresponding
channels from which the fitting window parts were taken. Therefore, the number of records of the limb MDS
is given by the number of limb states and their integration times. According to the planning of SCIAMACHY
operations there will be approximately 25 Limb states per orbit and several integration times for the various
channels depending on the expected signal to noise level. This implies a variable number of records for the
limb MDS per fitting window application (example: 75) multiplied by the number of fitting window applications
(example: 10).

No Name Comments Unit Type # Size Offset
1 STARTTIME Start time of the profile - MJD 1 12 0
2 DSRLEN Data set record length (DSR) - ul 1 4 12
3 QUALITY Quality indicator (-1 if DSR is empty) - sC 1 1 16
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No Name Comments Unit Type # Size Offset

4 INTTIME Integration Time of each individual step in the 1/16's us 1 2 17
measurement grid

5 METHOD Retrieval method 'O’ = optimal estimation, ‘N’ - uc 1 1 19
= non-linear least squares fitting

6 REFH Height of the reference pressure km fl 1 4 20
7 REFP Reference pressure for hydrostatic equilibrium | hPa fl 1 4 24
8 REFPSRC Reference pressure source 'E’ = ECMWEF, 'C’ - uc 1 1 28

= climatology, etc.

9 NUM_RLEVEL Number of profile entries (nmain) - uc 1 1 29
10 NUM_MLEVEL Number of used measurement levels (Nyeqs) - uc 1 1 30
11 NUM_SPECIES Number of fitted main gas species (n1, on the - uc 1 1 31

retrieval grid)

12 NUM_CLOSURE Number of fitted closure parameters (nz, on - uc 1 1 32
the measurement grid)

13 NUM_OTHER Number of fitted other parameters (ns) - uc 1 1 33

14 NUM_SCALE Number of fitted scaling parameters for - uc 1 1 34
auxiliary gases (n4, just one value per profile,
n4 is contained in n3)

15 TANGH Tangent height at the lower layer boundary km fl Nmain (30) (120) (35)

16 TANGP Tangent layer pressure at the lower layer hPa fl Nmain (30) (120) (155)
boundary

17 TANGT Tangent layer temperature (mean) K fl Nimain (30) (120) (275)

18 MAINREC Main species which have been fitted on the - LayerRec Nimain N1 (60) (960) (395)

coarse forward model grid

19 SCALEDREC Scaled profiles which have been used for the - LayerRec Ninain N4 (960) (1355)
fit on the coarse forward model (60) grid

20 MGRID Measurement Grid - Meas-Grid Neas (13) (429) (2315)
21 STVEC_SIZE State vector size (nStVec = n1 * N, qin + N2 - us 1 (2) (2744)
+n3)
22 STATEVEC State Vector - StateVec Nstvee (117) (1404) (2746)
23 CMATRIXSIZE Correlation matrix size (mf = 1/2 * ngtvec © - us 1 (2) (4150)
(Nstvee-1))
24 CORRMATRIX Correlation matrix of the fit - fl mf (6786) (27144) (4152)
25 RMS RMS of the fit - fl 1 (4) (31296)
26 CHI2 chi-square of the fit - fl 1 (4) (31300)
27 GOODNESS Goodness of the fit - fl 1 (4) (31304)
28 ITERATION Number of iterations for the fit (nl) - us 1 (2) (31308)
29 SUMMARY Measurement summary: number of used and - us 2 (4) (31310)

rejected wavelengths

30 CRITERIA Convergency criteria - b 1 (1) (31314)
31 RESSIZE Residuals size (nres = nStVec * nl) - us 1 (2) (31315)
32 RESIDUALS Iteration step state vector residuals - fl Nyes (461) (1844) (31317)
33 NUM_ADDDIAG Number of additional diagnostics (nad) - us 1 (2) (33161)
34 ADDDIAG Additional diagnostics. See - fl Nga (0) (0) (33163)
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A.3.1. Additional Explanations

Additional diagnostics

In the Limb retrieval number densities are retrieved, while the Level 2 product format provides entries only
for volume mixing ratios®. The main information about the retrieval was put into the ADDDIAG field. It is of
dynamic size and contains the entries in the following order:

1. Degree of freedom,

Information content (not computed and set 1.0),

Diagonal of averaging kernel (in partial columns),

Retrieved profile(s) in number density,

Initial profile(s) in number density,

Scaling factor multiplied on profile(s) in partial columns to calculate profile(s) in volume mixing ratio,

Scaling factor multiplied on profile(s) in partial columns to calculate profile(s) in number densities,

© N o ok~ 0w N

Averaging kernel in partial columns.

A.4. Limb Cloud MDS

This component is of variable record length. The actual length is given in the DSRLEN field (the second field).
Typical values of variable numbers are given in italic and brackets.

> No of Records: 100
> Record Size: variable (66)
> Component Size: variable (6 kB)

The number of records is depending on the number of limb states and the number of columns per limb state.
The number of 100 records is just a realistic estimation for a standard orbit and 4 columns per limb state. The
following table describes the entries in the MDS:

No Name Comments Unit Type # Size Offset

1 STARTTIME Start time of the limb clouds record - MJD 1 12 0

2 DSRLEN Data set record length (DSR) - ul 1 4 12

3 QUALITY Quality indicator (-1 if DSR is empty) - sC 1 1 16

4 INTTIME Integration time of DSR 1/16's us 1 2 17

5 CLOUDDIAG Diagnostics of the cloud detection algorithm, details - b 1 1 19
see below

6 FLAG_WCL Flag for normal water clouds - uc 1 1 20

7 MAXVAL_WCL Maximum value of CIR for normal water clouds - fl 1 4 21

8 MAXHEIGHT_WCL Height of maximum value of CIR for normal water km fl 1 4 25
clouds

9 MAXHEIGHTIDX_WCL | Height index of maximum value of CIR for normal water | - uc 1 1 29
clouds

2This is due to historical reasons: The Limb retrieval was completely changed for the offline processing, but the original Level 2 format
had to be used
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No Name Comments Unit Type # Size Offset

10 FLAG_ICL Flag for ice clouds - uc 1 1 30

11 MAXVAL_ICL Maximum value of CIR for ice clouds - fl 1 4 31

12 MAXHEIGHT_ICL Height of maximum value of CIR for normal water km fl 1 4 35
clouds

13 MAXHEIGHTIDX_ICL Height index of maximum value of CIR for ice clouds - uc 1 1 39

14 FLAG_PSC Flag for polar stratospheric clouds - uc 1 1 40

15 MAXVAL_PSC Maximum value of CIR for polar stratospheric clouds - fl 1 4 41

16 MAXHEIGHT_PSC Height of maximum value of CIR for polar stratospheric km fl 1 4 45
clouds

17 MAXHEIGHTIDX_ICL Height index of maximum value of CIR for ice clouds - uc 1 1 49

18 FLAG_NLC Flag for noctilucent clouds - uc 1 1 50

19 MAXVAL_NLC not used at present - fl 1 4 51

20 MAXHEIGHT_NLC Maximum height of strictly monotonically increasing km fl 1 4 55
radiances for noctilucent clouds

21 MAXHEIGHTIDX_NLC Maximum height index of strictly monotonically - uc 1 1 59
increasing radiances for noctilucent clouds

22 NUMTANH Number of tangent heights for CIR (m1) - us 1 2 60

23 TANH Tangent heights for CIR km fl ms (0) (0) 62

24 NUMCIR Number of CIR (m2) - us 1 2 62

25 CIR CIR (m=m; *my) - fl m (0) 0) 64

26 NUMCLOUDPARS Number of additional limb cloud parameters (n) - us 1 2 64

27 CLOUDPARS Additional limb cloud parameters - fl n (0) (0) 66

A.4.1. Additional explanations

Cloud flags

The diagnostics of the cloud detection algorithm (field 5) are defined as follows: Each bit indicates whether the
algorithm for a certain cloud type succeeded (bit is set) or failed. The assignment of bits is

> 0: retrieval of normal water clouds succeeded
> 1: retrieval of ice clouds succeeded
> 2: retrieval of polar stratospheric clouds succeeded
> 3: retrieval of noctilucent clouds succeeded
> 4-7: not used
The values of the cloud flags have the following meanings:
Flag for normal water clouds (field 6):
> 0: no clouds,
> 1: partially cloudy,
> 2: fully cloudy,
> 3: bad data or cloud top height too high.
Flag for ice clouds (field 10):
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> 0: water cloud,

> 1:ice cloud,

> 2: bad data (MAXHEIGHT_ICL is greater than the warning tangent height, warn_th),

> 9: strange case (MAXVAL_ICL is greater than the upper bound for the CIR, upper_bound_cir).
Flag for polar stratospheric clouds (field 14):

> 0: no PSC,

> 1: PSC.

Fields 22-26 are reserved for colour index ratios as functions of tangent height. At the moment two CIR are
considered (1090/750 nm and 1630/750 nm), but the concrete number of CIR is not fixed and will be written
to field 24. Entries of field 25 run first over tangent heights and then over CIR, i.e. entries 1 to NUMTANH are
values of CIR1, entries NUMTANH+1 to 2*NUMTANH are values of CIR2 and so on.

For the current version the number of additional limb cloud parameters (field 15) is 0. Further parameters might
be added in future versions.
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