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Abstract

The Orbiting Carbon Observatory (OCO) mission was proposed to deliver the first
temporally and spatially resolved global observations of CO, to improve our
understanding of the sources and sinks of CO,. A retrieval agorithm was developed to

obtain the column-averaged dry-air mixing ratio of CO, (X ) from spectroscopic

measurements of absorption in the 0.76 um O, A band and two near-infrared (NIR) bands
of CO, centered at 1.61 um and 2.06 pum. An aerosol optical-property database was
developed to aid with the retrievals. Principal-component analysis was used to speed up
radiative transfer (RT) computations. To test the algorithm, column O, was retrieved
from measurements of absorption in the O, A band over the sea surface. Using a single
sounding, the column O, was retrieved with an error of around 1%. Polarization was
shown to have a significant impact on the retrieval-error budget. A new model based on
computing two orders of scattering (20S) was developed to compute polarization in the
OCO spectra regions. The multiple-scattering, scalar model Radiant was combined with
the 20S model to create the R-20S OCO RT model. Tests with simulated backscatter
measurements at the OCO validation sites showed that the R-20S model reduced the

biasesin retrieved X, to much lower than 1 ppm in most scenarios, compared to errors

as high as 10 ppm using the scalar model. Aerosol vertical distribution, thin cirrus and

surface bidirectional reflection need further study.
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Chapter 1

Introduction



1.1 Background

Atmospheric CO; is an efficient greenhouse gas. The CO, concentration has increased
from 280 to 370 ppm since the beginning of the industrial era [IPCC, 1996; Schnell, King
and Rosson, 2001]. There is growing apprehension that this will adversely ater the global
climate [Cicerone et a., 2001; IPCC, 1996]. Measurements from a global network of
surface stations [Chamard et al., 2001; Schnell, King and Rosson, 2001] indicate that the
biosphere and oceans have absorbed almost half of the ~150 gigatons of carbon (GtC)
emitted during the past 20 years. However, the nature and geographic distribution of
these CO, sinks and the processes controlling their variability are not adequately
understood, precluding accurate predictions of their response to future climate or land use
changes [Cicerone et al., 2001; IPCC, 1996]. These uncertainties largely impede efforts
to predict future CO, trends and their effects on climate. One major concern is that these
sinks may saturate in the future, accelerating the buildup of atmospheric CO, [Cox et d.,
2000; Friedlingstein et al., 2001]. In addition, CO, monitoring treaties currently under
consideration provide credits to nations for CO, sequestration as well as emission
reductions. Existing models and measurements also fail to explain why the atmospheric
CO;, concentration increases vary from 1 to 8 GtC per year in response to steadily rising
emission rates (figure 1.1) [Conway et a., 1994; Frolking et a., 1996; Houghton, 2000;
Kedling et al., 1995; Lee et a., 1998; Le Quere et a., 2000; Randerson et a., 1997,

1999].



4

To address this concern, the Earth Science Enterprise (ESE) Strategic Plan has identified
global maps of tota column CO, and carbon sources and sinks as required knowledge
(objectives 1.2 and 1.3). It also recommends an exploratory CO, column mission before
2010. These measurements are one of the highest priorities of the evolving NASA
Carbon Cycle Initiative and constitute critical needs identified by the interagency US

Carbon Cycle Science Plan and the North American Carbon Program.
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Figure 1.1. (A) 40-year higory of atmospheric CO, buildup. (B) Observed variationsin annual
atmospheric CO, accumulation (8CO,) compared with fossil fue emissons[ Chamard et al., 2001;
Schndll, King and Rosson, 2001] . Sgnificant changesin carbon sequestration occur on annual

timescales

1.2 Need for Space-Based Measurements

Measurements from a network of surface stations (GLOBALVIEW-CO, sampling



network, henceforth referred to as GV-CO,) [Gloor et a., 2000] are currently used to
monitor atmospheric CO, concentrations. As noted above, the GV-CO, data show that
only half to the CO, that has been emitted into the atmosphere over the past few decades
has remained there. The remainder has been absorbed by continental or oceanic carbon
sinks, whose nature and geographic distribution are not known. Specifically, while the
GV-CO, data provide compelling evidence for a land-based carbon sink in the Northern
Hemisphere [Battle et al., 2000; Bousquet et a., 2000; Ciais et a., 1995; Conway and
Tans, 1999; Denning, Fung and Randall, 1995; Fan et a., 1998; Keeling and Shertz,
1992; Morimoto et al., 2000; Pacala et al., 2001; Tans, Conway and Nakazawa, 1989],
this network is too sparse to differentiate North American and Eurasian sinks or to
estimate fluxes over the southern oceans [Bousquet et a., 2000; Enting, 1993; Fan et al.,

1998; Rayner and O’ Brien, 2001].

The principa shortcoming of the ground-based network is its sparse spatial sampling.
Accurate, time-dependent, spatially-resolved, global maps of the column-averaged CO,

dry-air mole fraction (X, ) will dramatically improve our understanding of its surface

sources and sinks. Modeling studies [Rayner and O@rien, 2001] confirm that source-sink

inversion algorithms employing global, space-based measurements of X, will

outperform those using results from the GV-CO, network if the space-based
measurements have precisions better than 2.5 ppm on an 8° ° 10° grid. Figures 1.2 and
1.3 illustrate the resulting improvements in the retrieved carbon flux errors, respectively,

on global and continental (~2~ 10" km?) scales, for X, errors of 1 ppm (0.3%). While



this accuracy is adequate to resolve the annually averaged 3—4 ppm gradients in the CO»
mole fraction between the Northern and Southern hemispheres, substantialy higher
precision (<1 ppm) will be needed to resolve the much smaller (0.1-2 ppm) East—West

gradientsin this quantity (figure 1.4).

Figure1.2. Error inretrieved global carbon flux (GtClyr) vs. space-based X, measurement

precison [ Rayner and O’ Brien, 2001] . The Orhiting Carbon Observatory' s 1 ppmprecision

(crde) is needed to outperformthe GV-CO, nework (dashed line).

Missions currently operating and planned by NASA and its international partners will
collect a broad range of data that are crucia to our understanding of the globa carbon
cycle, but no existing or planned missions will measure atmospheric CO, with the
sensitivity, precision and spatiotemporal resolution needed to characterize surface sources
and sinks. The atmospheric infrared sounder (AIRS), tropospheric emission spectrometer
(TES), cross-track infrared sounder (CrlS) and scanning imaging absorption spectrometer
for atmospheric chartography (SCIAMACHY') can measure the CO, column abundance,

which can be combined with surface pressure estimates to yield X, estimates with



precisions of 3 to 4 ppm [Buchwitz, Rozanov and Burrows, 2000; Engelen et al., 2001].
While this information could yield new constraints on CO, concentrations in poorly
sampled regions, tracer transport models [Rayner and O’ Brien, 2001] indicate that this
precision will offer only limited improvements in estimates of CO, fluxes relative to the

existing GV-CO, network.
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Figure 1.3. Global maps of carbon flux errorsfor 26 continent/ocean-basin-sized zonesretrieved
frominverson sudies. (A) Sudies usng data fromthe 56 GV-CO, dtations produce flux resduals

that exceed 1 GtC/yr in some zones. (B) Inversiontestsusing global X, pseudodata with 1 ppm

precison reducetheflux errorsto <0.5 GtC/yr/zone [ Rayner and O Brien, 2001] .

The Orbiting Carbon Observatory (OCO) mission [Crisp et al., 2004; Kuang €t a., 2002]
was proposed to make the first space-based measurements of atmospheric CO, with the
accuracy, precision, resolution, and coverage needed to characterize the geographic
distribution of CO, sources and sinks and quantify their variability. These measurements

will revolutionize our understanding of the global carbon cycle. OCO will fly in a sun



synchronous polar orbit that provides global coverage with a 16-day repeat cycle. It will
carry the tota CO, mapping spectrometer (TCO,MS), which comprises three bore-
sighted, high-resolution, grating spectrometers, designed to measure reflected sunlight in

near-infrared (NIR) absorption bands of CO,and O,.

Figure 1.4. Global smulationsof X, for Julywith4°” 5 °resolution and Gaussannoiseat 0, 1,

2, and 4 ppm For noise exceeding 2 ppm, even the North—-South hemispheric gradient is

unrecognizable.

These space-based measurements will be processed by a remote sensing retrieval
algorithm and validated by an enhanced ground-based CO, network to ensure a precision
of ~0.3% on regional to continental scales. Chemical tracer transport models will use

OCO X, data and other measurements to retrieve the spatial distribution of CO;



sources and sinks on regional scales and seasonal to interannual timescales over two

annual cycles.

During the OCO mission, concurrent observations of carbon monoxide (CO) and
methane (CH,) from AIRS and TES, tropospheric ozone from TES; and formaldehyde
(H2CO), CO, CH,, and nitrogen dioxide (NO,) from SCIAMACHY will be assimilated

with OCO X, datato provide new constraints on carbon sources and sinks (e.g., CO

vs. CO, will alow separation of combustion and biogenic influences on CO,). The global
coverage, spatial resolution, and accuracy of the OCO measurements will provide a
guantitative basis for characterizing and monitoring processes influencing CO,

sequestration and emission reduction.

1.3 Thesis Organization

The aim of this work is to develop and test algorithms for the retrieva of X, from

backscatter measurements in the OCO spectral regions. The thesis is divided into three
parts. Part | focuses on the background and motivation behind the OCO mission and
expands on the salient features of the mission. In chapter 2, we discuss the spectroscopy
of the absorption bands used by OCO and describe the measurement requirements and
approach. Chapter 3 outlines the retrieval strategy, including a section on the
fundamentals of radiative transfer (RT) and one on the inverse method. In part 11, we

develop tools to aid the RT modeling and conduct preliminary tests. Chapter 4 describes
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the computation of aerosol optical properties and sensitivity studies to quantify errors due
to incorrect knowledge of aerosol types. In chapter 5, we develop a technique based on
principal component analysis (PCA) to speed up RT computations, while achieving
accuracies necessary for CO, source-sink retrievals. A preliminary study of column O,
retrievals from aircraft measurements of reflected sunlight in the O, A band is performed
in chapter 6. The important problem of polarization as relevant to OCO is discussed in
part I11, and a method based on computing two orders of scattering (20S) developed and
tested to compute the polarization. In chapter 7, we discuss the errors caused by
neglecting polarization in the OCO RT model. The 20S model is developed in chapter 8.

Chapter 9 describes sensitivity studies to compute X, errors using the 20S model and

compares them with the errors using a scalar model. The current status of the OCO

retrieval algorithm and future work are summarized in chapter 10.
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Chapter 2

The OCO Mission
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2.1 Objectives

OCO s the first mission to make dedicated space-based observations of atmospheric
CO,. The mission will address NASA® highest priority carbon cycle measurement
requirement and generate the knowledge needed to improve projections of future
atmospheric CO,. These measurements will be combined with data from the ground-
based network to characterize CO, sources and sinks on regiona scales on monthly to
interannual time scales. This enhanced understanding is essential to improve predictions

of future atmospheric CO, increases and their impact on the Earth’s climate.

The OCO satellite will fly in a 705 km altitude, near-polar, sun-synchronous orbit,
providing global coverage every 16 days. It will fly just ahead of the Earth Observing
System (EOS) Afternoon Constellation (A-Train), with a 1:26 PM equator crossing time.
This orbit facilitates direct comparisons of OCO observations with complementary data
taken by Aqua (e.g., AIRS temperature, humidity, and CO, retrievals, MODIS clouds,
aerosols, and ocean color), Aura (e.g., TES CH,4 and CO), and other A-Train missions.

This orbit® 16-day repeat cycle also facilitates monitoring X, variations on

semimonthly time scales. The purpose of the sun-synchronous orbit is to remove the
effect of diurnal changes in CO, abundance, and to discriminate between seasonal
variations and long-term changes. Further, it minimizes systematic errors along a given
latitude circle contributed by variations in viewing geometry, and improves the

measurement accuracy for small, East-West gradients in X, . The early afternoon
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equator crossing time is ideal for inferring surface sources and sinks from column CO,
measurements because the planetary boundary layer is relatively deep, and CO, is well
mixed through the column. Also, the sun is high in the sky, maximizing the signal-to-

noise ratio (SNR) of the X, measurements. In addition, existing in situ data show that

CO; concentrations over land are usually near their diurnally averaged values at that time

of the day.

Contiguous spatial coverage is not needed to retrieve CO, fluxes on regiona (8°~ 10°) to
continental scales, but large numbers of spectra must be collected to ensure representative
sampling in the presence of subgrid scale variability. High spatial resolution (1-2 km?) is
also needed to maximize the probability of viewing the full CO, column in regions
occupied by patchy clouds [Widlicki and Parker, 1992]. To address these needs, each
TCO,MS spectrometer will acquire 10 contiguous 1 km wide cross-track samples at a
rate of 4.5 Hz, yielding an instantaneous field of view (IFOV) of 1~ 1.5 km? for each
spectrum (figure 2.1). This produces 45 soundings per second or 740 soundings per
degree of latitude along the orbit track. The orbit track will cross each 4° *~ 5° sampling

bin 3 or more times every 16 days, yielding >9000 soundings in each month.

Because OCO implements an exploratory space-based measurement concept that has not
yet been validated, measurements of CO, from non-space-based instruments are
necessary for validation purposes. Correlative data from CO, surface [Schnell, King and

Rosson, 2001; Tans, Fung and Takahashi, 1990] and flux tower [Bakwin et al., 1995,
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1998; Goulden et a., 1996] networks, profile measurements from aircraft [Vay et d.,
1999; Weller et a., 1995; Yamamoto et al., 1996], soundings from ground-based solar-
viewing Fourier transform infrared (FTIR) spectrometers [Notholt, Meier and Peil, 1995;
Wallace and Livingston, 1990], and other satellite experiments (e.g., Aqua) are al helpful
for placing the OCO soundings in the correct chemical, spatial, and temporal context.
Important correlative observations will include aspects of the CO, behavior not
observable by OCO (e.g., diurna variations, vertical profiles), and related atmospheric

variables (e.g., CO, CHa, aerosol) that will help constrain the X, data. Both in situ and

remote sensing measurements are needed to interpret OCO retrievals. The in situ data
will be used to understand diurnal, seasonal, and clear-sky biases. The remote sensing
results will permit independent investigation of systematic errors due to cloud, aerosol,

temperature, humidity, and viewing geometry.

Figure2.1. A Landsat image of Hilo Bay, Hawaii showing the OCO imaging approach. The small

footprint enables OCO to observe the full atmospheric colunn in regionswith patchy clouds.
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The OCO mission will contribute to alarge number of additional scientific investigations
that are related to the global carbon cycle. These studies include dynamics of ocean
carbon exchange; seasonal dynamics of northern hemisphere terrestrial ecosystems in
Eurasia and North America; exchange of carbon between the atmosphere and tropical
ecosystems due to plant growth, respiration, and fires; movement of fossil fuel plumes
across North America, Europe, and Asia; effect of weather fronts, storms, and hurricanes
on the exchange of CO, between different geographic and ecological regions; and mixing

of atmospheric gases across hemispheres.

2.2 Measurement Requirements

Clear definitions of accuracy, precision, and bias are essential to understand the science

measurement requirements for OCO. The accuracy of an X, retrieval is defined by

how well it agrees with the true value of the column-averaged dry-air mole fraction at a
specific time and place. Accuracy is limited by both random and systematic errors.
Random errors influence how well a measurement can be repeated, and therefore define
the precision of a single sounding. A variety of random errors limit the precision of the
OCO spectrometers, including photon noise, and detector read and thermal noise. Since

these errors are uncorrelated, combining many measurements will improve precision.

Measurement biases produce systematic offsetsin X, estimates. In general, systematic

errors cannot be reduced by combining measurements. For OCO, measurement biases
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can be introduced by the instrument (e.g., uncertainties in the instrument line shape (ILS),
zero offset, stray light contamination, detector nonlinearity) and by properties of the
surface and atmosphere (uncertainties in cloud and aerosol opacity, temperature, surface
pressure, surface reflectance, topography). Measurement biases have a range of spatia
scales. Biases with small scales will be reduced by spatial averaging, while those with

continental to hemispheric scales will not. The OCO X, measurements must have no

significant geographically varying biases.

Biases that are spatially and temporaly invariant (e.g., errors in spectroscopic band
strengths for CO, or O,) compromise the accuracy, but not the precision. High precision
(e.g., 1 ppm or 0.3%) is far more critical than accuracy for properly inferring CO, sources

and sinks from X, . The 1 ppm requirement refers to the precision necessary for X,

retrievals on regional to hemispheric scales on monthly to annual time scales.

Sampling bias is introduced if the spatia or temporal sampling provided by the
instrument does not adequately resolve the processes that affect the observed quantity
(i.e., unresolved spatial inhomogeneity, pole to pole and seasonal variations in solar
insolation, changes in observation geometry, local time of day, persistent local cloud
cover, etc.). With this definition, sampling biases do not contribute to errorsin individua

X co, Soundings, but they may introduce errorsin the inversion of sources and sinks from

these measurements.
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2.3 Measurement Approach

OCO obtains the CO, and O, column abundances necessary to derive time-dependent

global X, estimates by recording high resolution NIR CO; and O, absorption spectra

using sunlight reflected from the Earth’s surface [Crisp et al., 2004; Kuang et al., 2002;
Miller et a., 2007; Park, 1997; Wallace and Livingston, 1990]. The absorption of
sunlight by the NIR CO, bands is most sensitive to the CO, concentration in the
boundary layer, where the effects of sources and sinks are most readily detected.
Reflected sunlight can provide measurements with adequate sensitivities even at
resolving powers high enough to separate individual absorption lines. Spectra of
complete NIR bands will constrain systematic effects that might otherwise introduce
biases in CO, measurements. At NIR wavelengths, thermal emission from the surface,
atmosphere and instrument are al negligible compared to reflected sunlight, ssmplifying
RT and instrument calibration. Finally, this low-cost, low-risk technique requires no new

technology development.

Thermal infrared soundings can yield observations of CO, from space, but these
measurements have limited sensitivity to CO, concentrations near the surface (figure 2.2)
because the thermal contrast between the surface and near-surface atmosphere is usually
small, and their precision (~1%) is insufficient to meet the 0.3% requirement [Engelen et
a., 2001]. Solar occultation also lacks the ability to sense the boundary layer [Pak and

Prather, 2001]. Lidar has been advocated for monitoring CO, from space, but even the
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best ground-based trace gas lidars do not have accuracies necessary for OCO, and
existing lasers lack the power, reliability, and technical maturity needed to deliver

precise, long-term CO, measurements from space.

Figure 2.2. A comparison of the averaging kerndsfor column CO, soundingsusing NIR
absorption of reflected sunlight and thermal IR emisson. NIR measurements are much more

sengtiveto surface phenomena.

2.4 Spectroscopy and Measurement Physics

OCO will retrieve the CO, column abundance from the 30013 00001 combination band
of CO, centered at 1.61 nmm. The HITRAN notation is used here, where the numbers
represent, in order, the vibrational quantum numbers; the value of I-type doubling
[Ramsay, Rostas and Zare, 1975], representing the contribution of the bending mode to
the angular rotation; and the location of the level in the Fermi resonating group. This

weak band is ideal for CO, column measurements because (1) this spectral range is
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relatively free of absorption by other gases; (2) most of the spectral lines are not saturated
even at high solar zenith angles, such that their absorption increases almost linearly with
the CO, abundance and path length (figure 2.3); and (3) the contribution functions in
reflected sunlight are peaked at the surface, where most CO, sources and sinks are

located (figure 2.2).

Figure 2.3. Smulated atmospheric transmission (solar zenith angle = 40 9) for the three
OCO spectrometers (instrument effects included), including all absorhbing speciesin each

interval (O,:green, CO,:black, H,O:blue).

Xco, » @d not the CO, column abundance, is needed to characterize CO, sources and

sinks because the column abundance varies with factors unrelated to CO, fluxes (e.g.,
surface pressure). Measurements of a reference gas, whose concentration is uniform,

constant, and well known, are needed to convert the observed CO, column abundance to

X co, - Molecular oxygen is the best available candidate.

., column CQO,

Xeo, =0.2095 ,
oz column O,

(2.1)
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where 0.2095 is the O, volume mixing ratio (vmr). X, has a higher precision than

column CO; alone because many of the systematic errors affect the CO, and O, columns
similarly (e.g., cloud, aerosol, surface pressure), and therefore cancel in the ratio of these

guantities.

The O, 'Dy band a 1.27 nm is near the 1.61 nm band, but this band is not suitable for
full-column soundings from space because it produces intense, spatialy variable airglow
emission in the upper atmosphere [Noxon, 1982]. OCO will use bore-sighted, high

spectral resolution observationsin the O, A band at 0.76 mm. The A band is the (0,0) band

of the b’ - X s Magnetic dipole transition [Wark and Mercer, 1965]. Aircraft

studies [Mitchell and O’ Brien, 1987; O’ Brien, English and da Costa, 1997; O'Brien et al.,
1998] have shown that A band observations can provide surface pressure estimates with
accuracies better than 1 mbar (0.1%), satisfying OCO measurement precision

requirements.

Airborne particles can absorb or scatter sunlight back to space before it traverses the full
atmospheric column, precluding full-column CO, measurements in regions occupied by
opague clouds. The O, A band is sensitive to clouds and small aerosol particles
[Heidinger and Stephens, 2000; Koelemeijer et al., 2001; O'Brien and Mitchell, 1992;
Stephens and Heidinger, 2000]. The fact that the band contains both weak and strong
lines (figure 2.3) provides additional information on the vertical distribution of clouds and

aerosols. Bore-sighted O, A band measurements are therefore required for characterizing
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the cloud and aerosol abundance in each sounding, so that those with too much scattering
can be rgected. For less opague soundings (optical depths 0.03 < ¢ < 0.3), they help
reduce errors in the X, retrievals by providing information about the photon path

length distribution. The O, A band thus helps minimize uncertainties associated with

pointing errors or topography.

However, O, A band observations alone are not adequate for characterizing the scattering
by water ice clouds and aerosolsin the 1.61 mm CO, band because their optical properties
can vary substantially between these two bands. Spectra of the 20013 00001
combination band of CO, centered at 2.06 mm are required to constrain the wavelength
dependence of cloud and aerosol optical properties. Unlike the weak 1.61 nm band, the
CO, absorption near 2.06 mm is produced by strongly saturated lines that have a
relatively weak (sguare root) dependence on the CO, concentration, but enhanced
sensitivity to clouds and aerosols (figure 2.3). The 2.06 nm CO, band also provides

additional photon path length information to yield accurate estimates of X, in

situations with thin cirrus and aerosol. Further, measurements of water vapor absorption
lines and CO;, hot bands within the 2.06 mm region supply explicit constraints on these
two atmospheric properties. This is essential because the strengths and widths of CO,
absorption lines depend on T such that uncertainties >5 K in the temperature profile

introduce X, errors of >1 ppm. H,O vmr must be known to +30% to avoid X,

biases of >1 ppm.



28

High-resolution spectroscopic measurements within the three bands aso provide
constraints on the airborne particle type. For example, the 2.06 nm band is on the edge of
a strong water-ice absorption feature. If the ice is on the surface, it introduces a
significant slope in the continuum, but has a much smaller effect on the line cores, while
acirrusice cloud produces a strong signature in both the line cores and continuum. These
differences can be exploited to identify the most likely aerosol type and correct for its

effectson retrievalsof X, .

The spectral range for each band includes the complete band as well as some continuum
a both ends. By using the entire band, biases due to uncertainties in atmospheric
temperatures (which affect the relative strengths of individual rotational transitions) are
minimized. The continuum at the band edges provides additional information about the

wavelength dependent optical properties of the surface reflectance and airborne particles.

High spectral resolution is required to maximize sensitivity and minimize bias. For the
CO, spectrometers, a spectral resolving power, R = /&Y ~ 21,000 (full width at half
maximum (FWHM) ~ 7.5 " 10° nm), is necessary to separate individual CO, lines from
weak H,O and CH4 lines and from the underlying continuum (figure 2.3). Higher
resolving powers can yield greater sensitivity, but they result in unacceptably low SNR
for the instrument architecture at the spatial sampling scales adopted for OCO. For the O,
A band, a resolving power of R ~ 17,500 (FWHM ~ 4.3 10° nm) is needed to resolve

the O, doublets from the continuum. The FWHM of the ILS must be resolved by >2
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detector elements in each spectrometer to minimize spectral sampling errors.

2.5 Viewing Modes

OCO has three science observing modes. In nadir mode, the spectrometers will point
toward the local nadir and collect data along the orbit track directly below the spacecraft.
This mode provides the highest spatial resolution, and maximizes the probability of
viewing cloud-free scenes in the presence of patchy clouds. It also simplifies spacecraft
operations. In glint mode, the instrument will be pointed toward the spot where solar
radiation is specularly reflected from the Earth’s surface. At high solar zenith angles over
ocean, the glint signal can be more than an order of magnitude brighter than nadir,
dramatically enhancing SNR [Cox and Munk, 1954; Kleidman et al., 2000]. Target-
tracking mode involves rolling the spacecraft to keep the spectrometers pointed at a fixed
ground site for up to 12 minutes. This mode will facilitate and greatly extend coincident
observations at ground-based validation sites and allow an assessment of possible biases
due to the changing viewing geometry. Switching between the different modes will help
identify biases between the observation modes and facilitate the coordination of OCO
measurements with intensive field campaigns over land (e.g., North American Field

Campaign) or ocean (e.g., JGOFS, SOLAS and follow-on experiments).

There are aso other viewing modes to assist in calibration. Nadir scans on the night side

of the Earth will help with zero-level calibration. Pixel-to-pixel gain correction will be
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done using flat-field images of a continuum lamp illuminating the diffuser plate. Viewing
direct sunlight above the atmosphere provides absolute radiometric calibration and an
accurate solar spectrum for usein retrievals. Wavelength calibration will be performed by
producing a least-squares best fit to known positions of the absorption lines in each band,
using constraints on the ILS derived from narrow stratospheric absorption lines in the

limb-viewing mode.

2.6 Correlative Measurements

Errors in the spectroscopic line intensities and line widths will compromise the retrievals

of Xco, - Specificaly, the absorption line intensities and air-broadened line widths must

be determined to 0.3% or better accuracy for the vibration-rotation bands of CO, and O,
to minimize systematic errors when comparing remote observations with in situ data
Since these requirements cannot be met by existing spectral line databases, OCO includes

alaboratory spectroscopy effort [Crisp et a., 2004].

CO; sources and sinks must be inferred from small variations in X, ; geographicaly

varying biases as small as 1 ppm might thus be misinterpreted as sources and sinks.
Eliminating biases to this level is a mgor challenge given the considerable variations in
temperature, solar zenith angle, surface pressure and aerosol loading that will be
encountered along the OCO measurement track. The OCO validation strategy ties the

space-borne measurements of X, to in situ measurements. However, athough in situ
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data are highly accurate, their spatial averaging characteristics differ from those of OCO,
making direct comparison of the measurements difficult. Ground-based FTIR
spectrometers provide a transfer standard between the in situ measurements of CO, and

the space-borne measurements of X .

Measurement biases can be quantified by rigorous comparison of the space-based

observations to measurements of X, obtained from ground-based spectrometers

located at a variety of locations. FTIR spectrometers are well suited to the validation of
OCO data because they measure the same quantity (the column-averaged mole fraction)
and use the same O, and CO, absorption bands [Notholt, Meier and Peil, 1995; Wallace
and Livingston, 1990; Yang et a., 2002]. However, the ground-based spectra have a
much higher resolving power and SNR than the TCO,MS observations, allowing a
rigorous test of the models used in the analysis of OCO spectra. The ground based FTIR
spectrometers use direct sunlight rather than reflected sunlight, making them much less
sensitive to scattering by thin clouds and aerosols. FTIR data, therefore, provide a way to
vaidate the treatment of clouds and aerosols used in the retrieval of X, from TCO,MS
observations. The FTIR spectrometers can also take data throughout the day, providing

information on the diurnal cycle of CO, at several locations, facilitating the interpretation

of satellite observations.

Changes in viewing geometry may introduce latitude-dependent systematic errors, since

high-latitude measurements will generally be made at higher solar zenith angles than
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those at low latitudes. Measurements of X, from ground-based FTIR spectrometers

covering a range of latitudes is, therefore, crucial to ensure that the space-borne

measurements have no bias related to observing geometry.

The accuracy of the ground-based measurements of X, can be assessed by comparison

with colocated in situ flask measurements, tower observations, and profiles of CO, from

arcraft. The CO; fluxes derived by assimilation and inversion models from the X,

measurements can be validated by comparing them with direct flux measurements from
existing towers in terrestrial ecosystems [Baldocchi et al., 2001]. These sites quantify the
flux of CO, using the “eddy correlation” method that is based on high temporal resolution

observations of CO, and vertical velocity.

Inversion and data assimilation models must correctly account for severa types of
sampling bias. These biases complicate the interpretation of the X, data, even in the
absence of systematic measurement error. These include the diurnal bias that results from
the fixed 1:26 PM OCO orhit, as well as a clear-sky bias which results from the fact that
OCO can acquire full-column measurements only on cloud-free days, when

photosynthesis is expected to be stronger than on cloudy days.

Measurements of the CO, vmr at various altitudes [Griffith et a., 2002] show large
diurnal variations (30%) near the surface, decreasing rapidly with altitude (15% at 22 m).

The net diurnal variation of the column-averaged CO is estimated to be ~0.5% peak-to-
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peak over active forested regions, the maximum vmr occurring ~1 hour after sunrise and
the minimum ~1 hour before sunset [Chou et a., 2002]. On average, the 1:26 PM value

of X¢o, Measured by OCO will be ~0.1% below the 24-hour mean. This may lead to the
appearance that X., measured by OCO is smaller over active forests than the

surrounding areas (which have a smaller diurnal variation of CO,), even if the diurnal
mean values of the actual CO, column are identical over both regions. The CO, sink over
active forests may be overestimated unless this bias is properly accounted for within
inversion and data assimilation models. Figure 2.4 suggests that the diurnal bias of X,
is small (<0.3 ppm) compared to day-to-day variations (which are driven by synoptic
scale forcings such as variations in the biospheric sink and shifting wind patterns), but

potentially important when integrated over an annual cycle.

Figure2.4. (a) Calculated monthly mean, 24 haverage X, (ppm) for May using theNCAR
MATCH model driven by biospheric and fossil fuel sourcesof CO,. (b) X, differences (ppm)

between the monthly mean, 24 h average and the 1:26 PM value.
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Another source of sampling bias arises from the fact that the space-borne measurements

of X, Will be obtaned only in cloud-free conditions. In many ecosystems,
photosynthesis will be stronger on sunny days than on cloudy days; the value of X,

measured by OCO may hence be biased dlightly lower than average. For example, in
tropical regions, highly productive forest ecosystems may have a greater degree of cloud

cover as compared with savannas and deserts.

Seasonal biases will be especially severe at high latitudes, which receive essentialy no
coverage by the space-borne instrument in winter and during persistently cloudy periods.

Since X, is generaly below average in the summer, models used to assimilate these

observations must correctly represent the seasonal behavior to avoid sampling bias. In
situ measurements of CO, are critical for characterizing sampling biases since they can

be collected 24 hours per day, 365 days per year, rain or shine.

2.7 Data Analysis

The processing pipeline for OCO data delivered to the ground involves five steps:
calibration, cloud clearing, binning, retrieval, and inversion/assimilation. First, the raw
telemetry is decompressed, error corrected and merged. Calibration algorithms then use
the calibration spectra (solar, lamp, dark) to linearize, flat field, and subtract offsets from
the measured spectra. The calibrated radiances are then geolocated and screened by a

cloud-clearing algorithm to identify pixels that are reasonably free of cloud and aerosol.
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This is achieved by a fast, hierarchical, approach using just a few channels in the O, A
band spectrum to decide whether each scene is sufficiently cloud free to warrant further
processing or not [Heidinger and Stephens, 2000; Koelemeijer et al., 2001; O’ Brien and
Mitchell, 1992; Stephens and Heidinger, 2000]. High-resolution cloud studies suggest
that this procedure may reject 80 to 90% of al soundings [Rayner et al., 2002; Wielicki
and Parker, 1992]. The remaining spectra are processed by the sorting a gorithm, which

bins similar spectra to reduce the number of full X, retrievals needed. Averaging of

adjacent cloud-free pixels also reduces the number of spectrato be analyzed.

A spectral fitting retrieval algorithm simultaneously fits these cloud free, averaged,

spectra from the 3 spectrometers, to determine X, , HO vmr, temperature, surface

pressure, surface reflectance, cloud and aerosol extinctions, in addition to various
instrumental parameters. This process is relatively slow because the forward model must
accurately represent the solar radiation field in an absorbing, multiply scattering
atmosphere, plus the effects of the spectrometer on the incident radiation. Fortunately, the
prior cloud clearing and the binning/averaging greatly reduces the number of spectra for
which this retrieval has to be performed. The same retrieval algorithm will be used for

both the satellite and ground-based FTIR spectra.

The X, fields retrieved by OCO form the input to synthesis inversion and data

assimilation models. Inverse models start from a 3-D solution of the continuity equation

(the forward chemica tracer model or CTM) to derive a relationship between CO;
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surface fluxes and the resulting atmospheric CO, concentrations. By inverting the
forward model, they derive optimized values of CO, surface fluxes to match the
constraints offered by an ensemble of observed atmospheric concentrations. The
optimization accounts formally for errors in the observations, forward model, and initial
(a priori) knowledge of the different carbon flux terms. Assimilation methods optimally
combine OCO observations with short-range forecasts. The high frequency, global
analyses rely on the accuracy of the model and knowledge of spatial correlations in the
datato provide information in regions with no observations. The product of these models

will be acomplete, dynamically self-consistent 4-D atmospheric CO, field.
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3.1 Retrieval Pipeline

Observations from the 3 OCO spectra regions constitute a single sounding. Each
sounding will be analyzed with aretrieval algorithm, which will fit the measured spectra
by adjusting the unknown atmospheric, surface and instrumental parameters. The
retrieval algorithm consists of two parts: a forward model and an inverse method. The
forward model is an approximate scheme to describe RT in the atmosphere, reflection by
the surface and the effects of the instrument on the incident radiation. The inverse method

adjusts the assumed state to better match the measurements.

The principal characteristics and flow of the X, retrieval algorithm are presented

schematically in figure 3.1. For each sounding, the retrieval process begins with an
assumed environmenta state, defined by the surface pressure Ps, surface reflectance a,
vertical temperature profile T(z), mixing ratios of CO,, water vapor, and other trace
gases, [ X(2)], and cloud and aerosol optical depth distributions (Z. and £,, respectively).
These parameters can be initialized from known climatology, or from adjacent retrievals.
This information is combined with pretabulated, wavel ength-dependent gas, aerosol, and
cloud optical properties. The gas absorption cross sections, s;(p,T), in the three spectral
regions are derived and tabulated as functions of p and T using a line-by-line model
[Meadows and Crisp, 1996] and spectral line databases such as HITRAN [Rothman et al.,
2005]. For clouds and aerosols, the wavel ength-dependent optical properties (absorption

and scattering cross sections, and phase functions) for liquid water, water ice crystals, and
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a wide variety of common aerosol types have been derived for a range of common size
distributions using Mie scattering (liquid water, sulfates) [de Rooij and van der Stap,
1984], T-Matrix (mineral dust) [Mishchenko and Travis, 1998], and geometric optics
(cirrus cloud) [Yang and Liou, 1995, 1996a, 1996b, 1997] codes. These tabulated data are
combined with the atmospheric and surface state parameters and information about the
viewing geometry and solar zenith angle, and used in a multilayer, spectrum resolving
(line-by-line), multiple-scattering scalar RT model [Christi and Stephens, 2004; Spurr
and Christi, 2007], with a correction scheme for polarization [Natrgj and Spurr, 2007] to
generate angle-dependent radiance spectrafor the three bands. These synthetic spectraare
then processed with a solar model and a model that simulates the instrument’s spectral
response to the incident radiation, and produces results that can be compared directly to

the calibrated spectra.

The inverse model compares the synthetic radiance spectra to the observations and uses
an optimal estimation technique [Rodgers, 1976, 2000] to modify the assumed state
parameters and produce an improved match to the measured spectra in all three spectral
regions. These revised parameters are then reinserted into the RT model to generate a
new synthetic spectrum, and this process is repeated until the observed and synthetic

spectra achieve the best possible match. Finally, X, is computed from the best-match

atmospheric state.



a7

Figure3.1. Schematic of the X, retrieval algorithm

3.2 Radiative Transfer

In atmospheric transfer problems, it is convenient to use a dimensionless quantity called
the optical depth, rather than the actual geometrical depth. The optical depth can be

defined as;

t = snd, 3.1
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where is the cross section of an individual molecule, n is the number density of
molecules and | is the path length. The product of and n is called the extinction
coefficient k. The optical depth measures the amount of extinction a beam of light
experiences travelling between two points. For historical reasons, the optical depth is
defined to be O at the top of the atmosphere (TOA) and increases as we go toward the

surface.

The fundamental equation of radiative transfer (RTE), which was first postulated by
Schwarzschild, isasfollows:

mo”(’;—t”’f):ur,mf)- 3¢, mf), (3.2)

where is the cosine of the zenith angle (measured from the upward vertical), / isthe
azimuthal angle (measured counterclockwise, looking down, from an arbitrary but fixed
direction) and J is the source term. | is the diffuse (excluding the direct solar beam)
radiance vector, which has the Stokes parameters [ Chandrasekhar, 1960] I, Q, U and V as
its components. Stokes parameter | is the intensity, Q and U describe the linearly
polarized radiation, and V refers to the circularly polarized radiation. The Stokes
parameters are defined with respect to a reference plane, usually taken to be the local

meridian plane.

The first term on the right-hand side of equation (3.2) represents attenuation due to

absorption and scattering of a radiance stream as it propagates through the atmosphere,
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and the source term represents the strengthening of the radiance stream. For solar
radiation it arises from photons scattered in the path from all other directions. The
presence of this scattering source term ensures that the radiation field is no longer merely
afunction of local sources and sinks, but of the entire atmospheric radiation field and of
its transport over large distances. In practice this makes the solution much more difficult
to obtain. If there is no source function, then the above equation reduces to the familiar

Beer'slaw.

The source term J has the form:

J(z‘,mf)=m;(—;;)12p &, mkF - FOIE, nkFOdf ent+Q(e, mF) . (3.3)

-10

Here, wis the single scattering albedo and  the phase matrix for scattering. The first
term in equation (3.3) represents multiple-scattering contributions. The inhomogeneous
source term Q( ,/mf) describing single scattering of the (attenuated) solar beam can be

expressed as.

Q. )=M (&, ,- o.f-7f)l expl-/t]. (3.4)
4p

Here, - mg isthe cosine of the solar zenith angle (with respect to the upward vertical), fois

the solar azimuth angle and |, is the Stokes vector of the incoming solar beam before
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attenuation. / is a geometrical factor. For plane parallé attenuation, / =-1/m. In the
pseudospherical formulation [Spurr, 2002] used for the OCO retrieval agorithm, all
scattering is regarded as taking place in a plane parallel medium, but the solar beam

attenuation is treated for a curved atmosphere.

The phase matrix P relates the scattering and incident Stokes vectors defined with
respect to the meridian plane. The equivalent matrix for the Stokes vectors with respect to
the scattering plane is the scattering matrix F. In this thesis, the scattering medium is
considered to be macroscopically isotropic and symmetric [Hovenier, 1971], containing
ensembles of randomly oriented particles having at least one plane of symmetry. For this
case, F depends only on the scattering angle Q between the scattered and incident beams.
The phase matrix P as defined here is related to F(Q) through application of two rotation

matrices L (p-i,) and L (-i;) [Hovenier, 1971]:

&, mmf-79=L(p-i,)FQL(I). (3.5

Using spherical trigonometry cosine laws, the scattering angle  can be obtained in terms

of the directions of the incident and scattered radiation:

cosQ = mm@®./1- nf\/1- n®cos(f - fQ, (3.6)

where and ' arethe cosines of the incident and scattered zenith angles, and 7 and 7©
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are the incident and scattered azimuthal angles respectively. The convention is adopted
that > O refers to upward radiance streams and < O refers to downward radiance

Streams.

For the cases considered here, F(Q) has the well known form:

a(Q b@Q 0 0
b(Q a(@Q 0 0
0 0  &(Q bQ
0 0 -b(Q a(Q)

F(Q) = (3.7)

There are a number of ways in which the phase function a,(Q) may be normalized, but

the most natural is that used by the astrophysicists. They treat the phase function as a
probability distribution; consequently, their normalization condition requires the integral

of the phase function over al anglesto equal unity.
17 .
> a(QsinQdo=1. (38)
0

For the special form of the scattering matrix given by equation (3.7), the dependence on

scattering angle allows us to develop expansions of the six independent scattering

functions in terms of a set of generalized spherical functionsS,'nyn (cosQ) [Mishchenko,

Hovenier and Travis, 2000]:
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a(Q) = |'\:Ao b,Sp,0(cosQ) ; (3.99)
Q2@ = (8, +2)SL.(005Q); (39)
2,(Q)- 3,(Q) = (@ - 2)S.,(c05Q): (3.9¢)
3,(Q)= " dSlo(e0sQ): (3.90)
BQ)= " gS.(05Q); (399
b,(Q)=-  GSl(c0sQ). (3.96)

1=0

The six sets of expansion coefficients { a, &, g, d, 6, 2} must be specified for each
moment | in terms of the cosine of the scattering angle, with { &} referring to the phase
function Legendre expansion coefficients. The number of terms M depends on the desired
level of numerical accuracy. The phase matrix can be expanded in a Fourier series to
separate the azimuthal dependence [Siewert, 1982]. The same separation is applied to the

Stokes vector itself. The Stokes vector Fourier decomposition is:

Cmf - 1)=2 " @ d) "¢ 1", (3.10)

I=m

where;
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"(f) = diag{ cosmf,cosmf,sinmf,sinm/} . (3.11)

is the Kronecker delta function and mis the Fourier component index.

The phase matrix Fourier decomposition is:

(mf, M =% " (2- dlcm(mmycosm(f - F9+ST(mmysinm(r - £9),
(3.12)
where:
C"(mmly=A"(mnml+DA™(mmyD; (3.139)
S"(mmy =A"(mmyD - DA™ (mmly; (3.13b)
A (mmy= PI(mB R (3130
D = diag{11- 1- T . (3.13d)

This yields the following RTE for the m" Fourier component:

AT ey =D B, Q7).

I=m

(3.14)



Here, the source term is written as;

me) ™

Qm(f,”)=7_

R"(mMB,P"(- m)l e’ . (3.15)

The phase matrix expansion is expressed through the two matrices:

6 g 0 O
B, = 9 a 0 0 ; (3.16a)
0 0 VW -8
0 0 g (q
R™(m) 0 0 0
P"(m = Ri(m - 1%(m 0 (3.16b)

0
0 -T"™m R™(m O
0 0 0 PR"(m

The “Greek matrices” B, for 0 £ | £ M contain the sets of expansion coefficients that
define the scattering law. TheP,™(/7) matrices contain entries of normalized Legendre

functionsR™(/m) and functions R™(/m) andT,"(/m) which are related to the generalized

spherical functions [Siewert, 1982].

The OCO retrieval agorithm uses the pseudo-spherical, multiple-scattering RT code
Radiant [Christi and Stephens, 2004; Spurr and Christi, 2007] to solve the RTE. Radiant
uses an adding-eigenmatrix method. For a given atmospheric and surface state, we

compute a monochromatic TOA reflectance spectrum with a grid size of 0.01 cm™, which
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resolves the individual O, or CO, lines in the measured spectral regions with ~2 points
per minimum Doppler width [Bdsch et a., 2006]. Radiant has a “layer-saving” feature
that allows time efficient computation of the weighting functions, which need to be
repeatedly calculated during the retrieval process. Radiant does not take into account the
polarization of the light caused by atmospheric scattering processes and reflection by the
Earth’s surface. We have developed a fast and accurate code to compute the polarization
using a two orders of scattering model [Natrgj and Spurr, 2007]. The 20S mode! is also
completely linearized, i.e., partial derivatives of the simulated radiance field with respect
to atmospheric and surface parameters are calculated along with the radiance. The 20S

model is described in detail in chapter 7.

3.3 Solar and Instrument Models

The solar model is based on an empirical list of solar line parameters that allows
computation of a solar spectrum with arbitrary spectral resolution and point spacing
[Bosch et al., 2006]. The use of a solar model avoids resampling a measured solar
spectrum which would otherwise cause spectral artifacts due to undersampling [Chance,

Kurosu and Sioris, 2005].

The resolution at which we obtain the absorption spectrum is determined by the
spectrometer characteristics. The instrument model [Bosch et al., 2006] simulates the

instrument’s spectral resolution and spectral sampling by convolving the calculated,
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highly resolved, monochromatic radiance spectrum with the ILS and subsequently with a
boxcar function to take into account the spectral range covered by a detector pixel. The

convolution can be expressed as:

ng+Dny /2 ¥

| @,) = | (17) F(n,n,)dndn, , (3.17)

ng-Dnyl/2 0

where | and I’ refer to the radiances before and after passing through the instrument
respectively, F is the ILS, o is the center frequency and D is the frequency grid
spacing. In practice, the inner integral is cut off at a finite distance from the center
frequency. Typically, the cutoff distance is expressed in terms of a parameter called the
full width at half maximum of the ILS. FWHM is given by the distance between points

on the ILS at which the function reaches half its maximum value.

3.4 Inverse Method

The inverse method is based on optimal estimation theory [Rodgers, 1976, 2000]. The
OCO agorithm retrieves severa properties of the atmospheric and surface state x, such
as temperature, humidity, surface pressure, surface reflectance and its first order spectral
dependence, spectral shift, stretch/squeeze, cloud and aerosol optical depths, in addition

to the CO, vr.

The function f(x) represents the forward model, taking into account RT and the
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instrument response. The measurement vector is denoted by y, and the measurement can

be described as follows:

y=f(x,b)+e€, (3.18)

where eis the measurement error and b represents additional nonretrieved parameters.
Parameters such as gaseous absorption cross sections or known atmospheric parameters

(e.g., O, vmr) are described by the vector b.

Fitting the observed spectra using the model involves minimizing a cost function:

c® =[y- TOQI' STy - TOQ1+(x- %,)" S (X~ X,), (3.19)

where X, is the a priori state vector, S, is the a priori covariance matrix and S, is the
measurement error covariance matrix. The measurement errors are assumed to have no

correlation between different pixels, i.e., S¢ isadiagonal matrix.

Since the number of quantities that can be independently determined from the
measurements is typically smaller than the number of state vector elements, the inverse
problem does not have a unique solution and it is necessary to constrain the solution
gpace. This is achieved by using the a priori state vector and covariance matrix, which

provide information about the climatological mean of x and its expected variability and



58

correlations. These constraints can be estimated from climatological data (temperature
and humidity profiles, surface pressure), measurements (CO, profile) or Markov
descriptions (cloud and aerosol profiles) [Rodgers, 2000]. Care must be exercised when
employing a priori constraints. While good a priori data are needed for fast convergence,
too much information in the a priori can bias the retrieval. The challenge is to find the

right balance.
Because of the nonlinear nature of the retrieval problem, we use an iterative Gauss-

Newton scheme to minimize the cost function. This is a specia case of the Levenberg-

Marguardt method [Rodgers, 2000]. The state vector update dx;.1 is given by:

dx.,, =[(1+9) S, + KIS K IIKTS y - f(x))- S (%, - x,)], (3.20)

where K is the weighting function, or Jacobian:

K =) (3.21)

i ﬂxi

and g is the Levenberg-Marquardt parameter. If g = O, the iteration becomes Gauss-

Newton. g is chosen at each step to minimize the cost function.

To test for convergence, we use a parameter ds;%, which is effectively the square of the

state vector update in units of the solution variance:
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ds2 =dx,Sdx,,,, (3.22)
where the solution variance S is given by:
Sdx,,, =K TSy - f(x))- SiH(x - X,). (3.23)

If dsi? > ds;..% there is divergence. In this case, g is increased and equation (3.20) is
solved again. Convergence is reached if dsi> << n (dimension of the state vector).
However, convergence does not mean that the right result has been obtained, since the
nonlinearity of the problem means that we could have hit alocal minimum. A chi-square

fit is done to confirm that the true solution has indeed been achieved.

(yy- f, (X)) /s
c?=- , (3.24)
m

where i refers to the spectral band, j is the pixel in the band under consideration, X isthe

fina computed state, s j is the variance of the measurement error for the | pixel in the

i™ band and m is the number of pixelsin thei™ band. If ¢? > 1 in any of the bands, then

we do not have a good fit.

Xco, 1S oObtained by averaging the CO, profile, weighted by the pressure weighting
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function, h, such that:

Xeo, = h'x. (3.25)

s2 =h"Sh. (3.26)
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Chapter 4

Aerosol Characterization
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4.1 Introduction

Aerosols play an important role in determining globa climate by changing the way
radiation is transmitted through the atmosphere. Direct scattering and absorbing
interaction between atmospheric aerosols and incoming solar radiation may influence the
radiative forcing and explain the difference between observed and modeled temperature
trends. Energy balance models have shown the cooling effect of aerosols. They act by
modifying the local and planetary albedo. Aerosols aso indirectly influence the radiation
bal ance by acting as cloud condensation nuclei and thus dramatically affecting the optical

properties of clouds.

Aerosols affect the global budgets of O3, OH, and CH,4 by altering photolysis rates and by
direct chemical interactions with these species [Balis et a., 2002; Bian, Prather and
Takamura, 2003; Dickerson et a., 1997; He and Carmichael, 1999]. Scattering by
aerosols can also introduce errors in the retrieved column amount of trace gases by
adding uncertainty to the photon path length (figure 4.1) [Bril et a., 2007; Kuang et al.,
2002]. In the OCO context, the 1 ppm precision required for retrieved column CO, makes
it imperative to characterize aerosols accurately. Relevant aerosol parameters need to be
retrieved to minimize biasesin the retrieval. Aerosol scattering behavior is determined by
their macrophysical optical properties such as single scattering albedo and phase
function, which in turn depend on their microphysical properties (refractive index and

size distribution). This provides motivation for creating a database of aerosol optical
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properties. The focus is on the spectral regions to be measured by the OCO mission.
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Figure4.1. Photon path length enhancement by aerosol scattering.

4.2 Global Climatology

Kahn, Banerjee and McDonald [2001] used results from a collection of global transport
models to identify climatologically probable groupings of component aerosols. They
boiled down the transport model results to a smal number of aerosol component

groupings, which they called mixing groups, which encompass the climatologically
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probable combinations of component aerosols for all locations and months. They found
that five mixing groups were needed to span the climatology, with each group being
further subdivided based on the relative proportion of the component aerosols. A total of
13 types were enough to adequately describe the observed global aerosol climatology

(figure 4.2).

Figure4.2. Global map for July, showing the spatial digtribution of the 13 representative air mass

types (extracted from Kahn, Banerjee and McDonald [ 2001] ).

All the mixing groups contain sulfate particles. Those groups that contain sea-salt

particles are called maritime; continental refers to those groups that do not have sea salt
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among the four most abundant component particles but do have accumulation mode dust.
The other aerosol components contributing to each group determine whether the
classification is dusty, carbonaceous or black carbon. The color scheme is the following:
most common maritime classes appear in shades of blue; the most common continental
classes are brown. For those that remain, classes rich in black carbon are gray, those
having high carbonaceous aerosol fraction are green, and the ones abundant in coarse

dust are yellow.

4.3 Optical Properties

The aerosol optical properties for spherical particles were computed using a Mie
scattering code [de Rooij and van der Stap, 1984]. The refractive indices for sulfate and
sea salt were calculated using a FORTRAN code developed by Lacis [2001] based on
interpolating and extrapolating laboratory measurements [Nilsson, 1979; Shettle and
Fenn, 1979; Toon, Pollack and Khare, 1976; Volz, 1972]. The change in refractive index
with relative humidity was modeled by the formulas developed by Tang and Munkelwitz
[1991, 1994, 1996]. The real and imaginary refractive indices of water were interpolated
utilizing tabulated data from Downing and Williams [1975], Hale and Querry [1973],
Kou, Labrie and Chylek [1993], and Pamer and Williams [1974]. The sulfate particles
were hydrated to equilibrium at 70% relative humidity for continental air mass types and
to 80% for maritime air masses [Kahn, Banerjee and McDonald, 2001]. The sea salt

particles were hydrated to 80% [Kahn, Banerjee and McDonald, 2001]. The refractive
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indices for carbonaceous aerosol and black carbon were obtained from Kahn, Banerjee
and McDonald [2001], and Shettle and Fenn [1979], respectively. The carbonaceous

particles were hydrated to 97% [Kahn, Banerjee and McDonald, 2001].

For the non-spherical mineral dust, the T-matrix technique [Mishchenko and Travis,
1998] was employed to compute the optical properties. The refractive index was taken
from Shettle and Fenn [1979]. The dust particles were assumed to be a mixture of
randomly oriented prolate and oblate spheroids. A uniform distribution of aspect ratios
centered at 1.8 was used for both prolate and oblate spheroids [Mishchenko et al., 1997].

The particle size distribution was assumed to be lognormal [Kahn, Banerjee and

McDonald, 2001]:

dN(r) _ 1 D - (Inr - Inr,)?
dr rins~/2p 2(Ins)?

(4.)

where the width parameter s and characteristic radius r are taken from Kahn, Banerjee
and McDonald [2001], and N(r) is the number density of particles at radius r. Lower and
upper limits were imposed on the particle radii to avoid a physically unrealistic
dependence of the optical cross sections and scattering properties on phantom small or

large particles [Kahn, Banerjee and McDonald, 2001; Mishchenko et a., 1997].

The optical properties were computed for 6 wavelengths, viz., 755 nm, 785 nm, 1.58 um,

1.65 pm, 2.03 um and 2.09 um, corresponding to the edges of the OCO spectral regions.
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Polarization was also fully accounted for because for NIR retrievals it could be a
significant component of the error budget, especidly for polarization-sensitive
instruments such as those on OCO [Natrg et al., 2007]. Figures 4.3 show the phase
function and linear polarization at 755 nm for the 13 Kahn types. The different line styles
represent different types. It is clear that polarization has a wide spread and cannot be
neglected in the analysis. In particular, there is a huge variation in the linear polarization
for the scattering angles of interest in remote sensing applications based on measuring

reflected radiance at TOA.

Figure4.3(a). Phase function at 755 nmfor the 13 Kahn mixing types.
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Figure4.3(b). Linear polarization at 755 nmfor the 13 Kahn mixing types

4.4 RT Simulations

RT computations were performed for a scene over Park Falls, Wisconsin, USA, in July.
The solar zenith angle for this case is about 31°, which corresponds to a 150° scattering
angle for nadir viewing. The aerosol extinction was assumed to attenuate exponentialy,
with a scale height of about 1 km and atotal optical depth of 0.1. The multiple-scattering
code Radiant [Christi and Stephens, 2004; Spurr and Christi, 2007] was used, with a

single scattering approximation for polarization. The ILS was assumed to be Lorentzian,
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with resolving powers of 17,000 for the O, A band and 20,000 for the CO, bands.

Weighting functions were computed for the OCO spectral regions to determine the
change in observed radiance when the aerosol extinction optical depth was changed
(figure 4.4). The color coding is such that mixing groups with similar weighting function
behavior in al the bands are represented by the same color. This is a very rough
classification; however, it is clear that the 13 different aerosol types do not all have

different radiative effects.

Figure4.4. Weaghting functionsfor (top) O, A band; (middle) 1.61 um CO, band; (bottom) 2.06

pumMCO, band



75

4.5 Retrieval Groups

An attempt was made to split the different mixing types into groups based on the
variation of the single scattering albedo and extinction cross section with wavelength.
The idea was to identify the effect of the Kahn types on CO, retrievals. In figure 4.5, the
effective radius (which is effectively a measure of the extinction cross section) is plotted
against aerosol type. If the outer boxes have the same color, it means that the single
scattering albedos for those aerosol types are very similar in all three bands. Similarly, if
the inner boxes have the same color, the weighting functions for the respective aerosol

types are similar in al the spectral regions.

The results indicate that effective radius is a very important driver of the weighting
function behavior. However, there are cases where the effective radius is very similar but
the weighting functions are not. This is because of the differences in single scattering
albedo. For example, types 3a and 3b do not belong to the same retrieval group because
the latter is more absorbing than the former (due to significantly greater amount of
carbonaceous aerosol), even though they are very similar otherwise Similar
considerations explain why 3b and 5b are in one group, and 5a and 5c in another. We

conclude that the different aerosol microphysics drives the radiative behavior.
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Figure4.5. Retrieval grouping based on aerosol microphysics. Outer rectangular boxes denote

single scattering albedo behavior and filled inner boxesindicate weighting function behavior.

4.6 Error Analysis

The OCO retrieval algorithm was used to compute the errorsin X, due to an incorrect

assumption of aerosol type. Three scenarios were considered. First, all optical properties
(extinction cross section, single scattering albedo and scattering matrix) were wrongly
estimated. Second, only the single scattering albedo was assumed to be incorrect. Third,

only an incorrect scattering matrix was used. Figure 4.6 shows the errors for the three
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scenarios. The plots on the left show the errors when type 8 is replaced successively by
other types. The three panels correspond to the scenarios described above. The plots on
the right show the same errors when type 9 is the correct type. Note that types 1-13 in the

plots refer to Kahn types 1a-5c¢ in order.

All Properites : All Properites

1 2 3 4 5 6 7 8 9 10 11 12 13 1 2 3 4 5 6 7 8 9 10 11 12 13
1.6 -
14 Single Scattering Albedo 83: Single Scattering Albedo
£ £ 06
S S 05
S S 044
I i 034
8 8 0.2—_
O O 0.1 1
X X 0.0
1 2 3 4 5 6 7 8 9 10 11 12 13 1 2 3 4 5 6 7 8 9 10 11 12 13
1.6 i 0.8
Phase Function ] i
14 07 Phase Function
1.2
1.0
0.8
0.6
0.4
0.2
0.0
1 2 3 4 5 6 7 8 9 10 11 12 13 1 2 3 4 5 6 7 8 9 10 11 12 13
Aerosol Type Aerosol Type

Figure4.6. X, error caused byincorrect assumption of aerosol type. (top) all propertiesvaried,

(middle) only single scattering albedo varied; (bottom) only phase function varied.

It is clear that the X errors depend significantly on aerosol type. The errors are

typically of the order of tenths of a part per million. The single scattering albedo is a

minor source of errors. The scattering matrix and spectral extinction are most critical and
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their effects can partly compensate each other. Clearly, the huge variation in linear
polarization, and to alesser extent, phase function, at backscattering angles contributes to
the errors from imperfect knowledge of the scattering matrix. There is also a large
variation in the extinction cross section between types. The variation in single scattering

abedo is much smaller.

4.7 Conclusions

Weighting function behavior of basic aerosol mixing groups was used to group the
aerosols based on their effect on CO; retrievals. It was seen that single scattering albedo
and effective radius were the major drivers of this behavior. Sensitivity tests indicated
that choosing a wrong aerosol type could introduce errors, with the scattering matrix and

spectral extinction being the dominant factors.

The above results suggest that retrieving aerosol properties might help in minimizing
biasesin CO; retrievals. However, the aerosol optical properties and spectral behavior are
determined by the microphysical properties of the underlying aerosol components. Thus,
it is equivalent to retrieve microphysical properties such as refractive index and
characteristic radius. Another possible approach is to describe the spectral behavior of
optical properties by eigenvectors inferred from large ensembles of aerosol components.

More tests need to be done with different viewing geometries to see if the retrieval
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groups determined above remain the same. Further, more realistic aerosol vertical

profiles also need to be considered.
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Abstract

RT computation is the rate-limiting step in most high spectral resolution remote sensing
retrieval applications. While several techniques have been proposed to speed up RT
calculations, they all suffer from accuracy considerations. We propose a hew method,
based on PCA of the optical properties of the system, that addresses these concerns.
Taking atmospheric transmission in the O, A band as a test case, we reproduced the TOA
reflectance spectrum, obtained using the multiple-scattering code DISORT, with an

accuracy of 0.3%, while achieving an order of magnitude improvement in speed.

Keywords: RT, PCA, empirica orthogonal function, remote sensing, retrieval, O, A

band
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51 Introduction

It is well known that RT computation is the bottleneck in remote sensing retrieval
problems. The timely retrieval of atmospheric trace gas concentrations from space-borne
spectral measurements of radiation reflected through the earth’s atmosphere [Kuang et
al., 2002] requires computationally efficient sampling techniques in order to accurately

model the spectral absorption and scattering signatures of the gases under study.

The first applications of spectral sampling techniques to atmospheric modeling date back
to the 1930s (see Liou [2002] for a historical account). Since then such techniques have
been improved a great deal. A popular scheme is the k-distribution method, which
involves grouping spectral intervals according to absorption coefficient (k) strength
[Ambartzumian, 1936; Arking and Grossman, 1972; Kondratyev, 1969; Lacis and
Hansen, 1974; Y amamoto, Tanaka and Asano, 1970]. An extension of this method is the
correlated k-distribution method, by which the frequency order of absorption coefficients
for one gas rearranged by strength at one altitude is the same as that at another. [Fu and
Liou, 1992; Goody et al., 1989; Lacis and Oinas, 1991; Lacis, Wang and Hansen, 1979;

Stam et &, 2000].

The drawback of the correlated k-distribution method is that it assumes that atmospheric
optical properties are spectrally correlated at all points along the optical path, such that

gpectral intervals with similar optical properties a one level of the atmosphere will
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remain similar at al other levels. This assumption is rigorously valid for homogeneous,
isobaric, isothermal optical paths, but it usually breaks down for realistic inhomogeneous,
nonisothermal, atmospheric optical paths. This loss of correlation can sometimes

introduce significant radiance errors.

Spectral mapping methods [Meadows and Crisp, 1996; West, Crisp and Chen, 1990]
have aso been proposed to enhance computational speed. Like the correlated k-
distribution method, spectral mapping methods gain their efficiency by identifying
gpectral intervals that have similar optical properties. These intervals are then gathered
into bins, and a single monochromatic multiple-scattering calculation can be performed
for each bin. Spectra mapping methods make no assumptions about the spectral
correlation along the optical path. Instead, these methods perform a level-by-level
comparison of monochromatic atmospheric and surface optical properties, and combine
only those spectral regions that actualy remain in agreement at all points aong the
inhomogeneous optical path. The disadvantage here is that fine spectral binning is
required to maintain accuracy in the RT calculation, but this results in minimal gains in
computational efficiency and comes at the expense of a significantly more complex
retrieval code. Coarse spectral binning, on the other hand, provides excellent
computational efficiency increases at the expense of significant reduction in the accuracy
of the calculated radiances. Also, since different bins are used for the calculation of the
base state and the perturbed state (when doing finite difference partial differentiation),

there are discontinuities in the partial derivatives.



89

Thus, there is clearly a need for an aternative scheme that does not compromise on

accuracy while enhancing computational efficiency.

5.2 Model Description

In our analysis, we seek an accurate and efficient characterization of NIR absorption in
the O, A band centered at 760 nm. O, A band observations can provide surface pressure
estimates with accuracies of ~1 mbar [Mitchell and O'Brien, 1987]. The presence of
strong and weak absorption lines also makes it useful for characterizing the vertical
distribution of clouds and aerosols [O’'Brien and Mitchell, 1992]. We use a 23-level
model atmosphere, obtained from the ECMWEF data for a sub-tropical northern
hemisphere (15° N) summer [Uppala et a., 2005], with 15 levels in the stratosphere and
the remaining in the troposphere (see table 5.1). The levels are spaced linearly in
log(pressure) from 1 mbar to 1 bar. The pressure, temperature and mixing ratio are level
guantities. The corresponding layer values are assumed to be the mean of the values at
the levels bounding the layer. Rayleigh scattering by air molecules and scattering by
aerosols are taken into account. High altitude cirrus is not considered here. The total
aerosol optical depth and the surface albedo are assumed to be 0.05 and 0.2 respectively.
Varying the aerosol optical depth distribution had negligible impact on both the
gualitative nature of the empirical orthogonal functions (EOFs) and the error in
reproducing the O, A band spectrum. The spectroscopic data are taken from the

HITRANZ2K linelist [Rothman et al., 2003].
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Table5.1. Modd atmosphere

Level Pressure (hPa) Temperature (K) O, Mass Mixing Ratio
0 1.000" 10° 262.5 0.234
1 1.369 10° 260.6 0.233
2 1.874" 10° 257.0 0.234
3 2.565 10’ 251.5 0.234
4 3.511 10° 245.1 0.234
5 4.806 10° 240.2 0.233
6 6.579 10’ 236.5 0.232
7 9.006 10’ 233.2 0.233
8 1.233" 10" 229.9 0.234
9 1.688 10" 226.4 0.233
10 2.310° 10° 222.8 0.233
11 3.162" 10" 218.7 0.232
12 4329 10° 213.9 0.232
13 5.926 10" 208.2 0.232
14 8.111  10' 202.7 0.233
15 1.110 10° 201.8 0.232
16 1520  10° 209.9 0.229
17 2.081° 10° 222.9 0.232
18 2.848" 10° 238.6 0.233
19 3.899 10° 254.7 0.231
20 5.337° 10° 269.8 0.231
21 7.305° 10° 285.7 0.230
22 1.000  10° 300.1 0.231
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5.3 Multiple-Scattering Codes

Two codes were used to generate the O, A band spectrum: the multi-stream, line-by-line
multiple-scattering code DISORT [Stamnes et al., 1988], and a multiple-scattering code
which uses only two streams (one up, one down), henceforth called TWOSTR [Kylling,
Stamnes and Tsay, 1995]. DISORT and TWOSTR, which are extremely well tested and
documented, are available for download from the NASA Goddard website
ftp://climatel.gsfc.nasa.gov/wiscombe/Multiple Scatt/. A report that describes the

features of DISORT and explainsits usage can also be found there.

DISORT is on average two to three orders of magnitude slower than TWOSTR. Figures
5.1 show the TOA reflectance spectrum obtained from DISORT, the correlation between
the DISORT and scaled TWOSTR spectra, and the difference between the two

calculations. The scaling of the TWOSTR spectrum is done as follows:

A least squares fit is done to the DISORT and TWOSTR reflectances to find the linear

regression coefficients m (slope) and c (y-intercept), i.e.:

TWOSTR_FITTED = m* DISORT +c. (5.1

The scaled TWOSTR reflectances (hereafter the word scaled is dropped) are then

obtained using:



92

TWOSTR- ¢ (5.2)

TWOSTR _ SCALED =
m

Figure5.1(a). Upwelling reflectance spectrumat TOA obtained fromDISORT.  (cmiY)= o+ D,

0= 12950 cm*.

It is clear that the TWOSTR spectrum has a very good correlation with that from
DISORT. Let D(i) and T(i) be the reflectances produced by DISORT and TWOSTR
respectively at the i™ wavenumber. We observe that D(j) D(K) is much larger than
[D() T(G)] [D(K) T(K)], where j and k are any two wavenumbers. In other words, the

variance is much lower for the residual than for the reflectances directly obtained from
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DISORT. As explained in section 5.5, this feature is exploited by performing PCA on the
residual between DISORT and TWOSTR reflectances. Our method combines the
strengths of PCA and the TWOSTR RT model. The P and R branches of the O, A band
were considered separately because of the different line shapes in each branch, dueto line

mixing in the R branch.

Figure5.1(b). Corrdation plot between DISORT and TWOSTR TOA reflectance Soectra.
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Figure5.1(c). Difference between TWOSTR and DISORT TOA reflectance spectra.  : P branch,
x: Rbranch. Theresduals have been plotted as a function of the DISORT reflectanceto show

Systematic deviationsmoreclearly.

54 Empirical Orthogonal Functions

A good discussion of PCA can be found in Camp et al. [2003] and Huang et al. [2002].
Peixoto and Oort [2002] give an excellent physica and mathematical interpretation, in
section 4.3 and appendix B respectively, of their book Physics of Climate. Here the data

set consists of s optical propertiesin M atmospheric layers at N wavenumbers, denoted by
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Fii, where i varies from 1 to sM and | varies from 1 to sN. The EOFs, ,k=1,...,sM,

are unit eigenvectors of the mean-removed covariance matrix C (of dimension sMxsM)

whose elements are given by:

Gy =(F - Ei)(Fj| - F_,)a (5.3)

where the overbar denotes an average over all wavenumbers. The variance associated

with the K" EOF, V,, is obtained from the diagonal elements of C.

V, =C,. (5.4)

If \isthe eigenvalue corresponding to the k" eigenvector, then the scaled EOF , can

be defined as:

k :\/ﬁ ke (5.9)

Note that the scaled EOFs (hereafter simply referred to as EOFs) have the same
dimension as the optical properties and can hence be more easily interpreted than the
EOFs. Further, the EOFs are just a new basis to represent the original data, so there is no
loss of information provided that a complete set is used. As will be shown below, a few
EOFs are sufficient to reproduce nearly all the information. In practice, PCA is

performed in logarithmic space for reasons of computational efficiency (see appendix for
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further illustration).

The principal components (PCs), Py, are the projections of the original data set onto the

associated EOFs (scaled by the eigenvalue).

sM
eki I:il

Pe = ; (5.6)

iy

Ith

where &, isthei™ component of the K" EOF and Py is the "™ component of the k™ PC.

The fundamental properties that characterize any RT problem are the optical depth dt,
the single-scattering abedo w, the surface reflectance and the phase function. We assume
for simplicity that the latter two do not vary with wavenumber (although this is not a
necessary assumption, the variations are negligible over the width of a molecular
absorption band). So, in our anaysis, the number of optical properties s considered is
two. The first M components of each EOF are for the optical depth while components

M+1 to 2M are for the single-scattering a bedo.

As with spectral mapping techniques, our aim is to reduce the number of RT calculations
by grouping wavenumbers at which the optical properties are similar. The challenge then
isto find a way to do the grouping. Figure 5.2 shows the layer optical depth and single-
scattering albedo profiles, with different lines denoting different wavenumbers. It is clear

from this figure that the maximum variability in the optical depth occurs in the bottom
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half of the atmosphere while that of the single-scattering albedo is fairly uniform
(ignoring very small values which have negligible impact on the reflectance). Keeping

thisin mind, our grouping criteria are as follows:

22

¢, <In2t,)<c,, wheret,° dt, isthecumulative optical depth of the lower
i=11

half of the atmosphere (layers 11 to 22);

Cc; < u, < ¢, where u, isthe single-scattering albedo of the top layer,

where ¢, C;, C3 and ¢4 are to be picked by the user.

A particular choice of the parameters ¢, C;, c3, and ¢, defines a“case’. In other words, it
is arange of optical properties (i.e., a group of wavenumbers) corresponding to a single
EOF calculation. The EOFs and PCs are then calculated using equations (5.5) and (5.6).
With proper case selection, the first few EOFs can capture more than 99% of the total
variance. Figures 5.3 and 5.4 show the first two EOFs (and the corresponding PCs) for
the sample case where ¢; = 0.25, ¢c; = 0.5, ¢ = 0.7 and ¢4 = 1 (in the P branch). The
reconstruction of the monochromatic reflectances from the EOFs and PCs is discussed in

the following section.
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Figure5.2. Layer optical depth (d ) and single-scattering albedo () profiles. The
different lines represent different wavenumbers. For clarity of presentation, the profiles

are shown only for every 25" wavenumber (pixels 1, 26, 51, ..., 10601).

As will be shown in the appendix, the EOFs reflect the vertical variations in the gas
density and the half width of the spectral lineshape, while the PCs display the dependence
of the line shape on frequency. The reason this approach works so well is that any point
in amolecular absorption band can be considered to be some part of a strong line (center,
near wing or far wing) or a combination of the above (due to line overlap); the EOFs for a

single strong line thus have al the features expected in the entire band. Indeed, the results
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indicate that line overlap can be accounted for, to a very good approximation, by alinear

combination of the EOFs corresponding to the individual lines.

For each case, the optical depth profile at the wavenumbers associated with that case can

be reconstructed from the EOFs and PCs as follows:

Figure 5.3(a). EOF1. The computed EOF1 has been split into two, corresponding to the

layer optical depth (d ) and single-scattering albedo (1), for ease of visualization.
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Figure5.3(b). PC1. (cm®) = o+ D, o= 12950 cm. PC1 shows the deviation of the

optical properties (in EOF1 units) from the mean profile.
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Figure 5.4(a). EOF2. The computed EOF2 has been split into two, corresponding to the

layer optical depth (d ) and single-scattering albedo (1), for ease of visualization.
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Figure5.4(b). PC2. (cm™®) = o+ D, o= 12950 cm'. PC2 shows the deviation of the

optical properties (in EOF2 units) from the mean profile.
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Ind , =Ind , + PR, 4, (5.7

k=1

where d j is the total optical depth of layer i at the I wavenumber, M = 22 and the
overbar denotes the mean over all wavenumbers. In practice, three or four terms are
enough to reproduce the optical depth to the desired accuracy. A similar procedure can be

performed for the single-scattering albedo.

5.5 Mapping to TOA Reflectance

For each case, the TOA reflectances are calculated for the mean optical properties
associated with that case, using DISORT and TWOSTR. The difference is denoted as | 4.

A similar calculation is then done for a perturbation of magnitude one EOF, with the
result denoted as | (k) if the perturbation is positive and 1 (k) if the perturbation is
negative. k refers to the EOF being considered. The first and second order differences

with respect to the EOF, d/I, and @ |, respectively, are calculated as follows:

1 1500

d
K 2

(5.8)

a’l, =17(K)- 21, +1;(K). (5.9)

The TOA reflectance for the ™ wavenumber, 1, , isthen calculated using:
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4 4
| =1+, + dIkPk,+% AN (5.10)

k=1 k=1
where | isthe TOA reflectance for the |" wavenumber, cal culated using TWOSTR.

Equation (5.10) illustrates why it is better to use the residua between DISORT and
TWOSTR reflectances, rather than that computed directly from DISORT, for PCA. The
above expansion assumes that the reflectance has a quadratic relationship with the PCs.
Clearly, the smaller the variance in the reflectances, the better the approximation would

be. We found that four EOFs were sufficient to reproduce the reflectance to the accuracy
desired. The error in the above three-term expansion isO(a° 1, P.). By choosing the

cases such that the change in the reflectance, for a perturbation in optical properties of
magnitude one EOF, is less than a percent, we can keep the error to a few tenths of a

percent.
5.6 Recovering the O, A Band

An error criterion of less than 1.0% was chosen for all but the most saturated lines, to
simulate expected results for space-based detection [O’Brien et a., 1998]. The total
number of monochromatic wavenumber grid points for the RT calculation was 10616;
only 105 cases were needed to perform PCA. As mentioned in section 5.5, for each case a

DISORT and a TWOSTR cal are made for the mean optical properties and for



105

perturbations of magnitude one EOF (positive and negative) for each EOF used to map
back to the reflectance. Since we use four EOFs to reconstruct the reflectance, a total of
1+2*4 = 9 DISORT (and 9 TWOSTR) calls are required for each case. In addition, since
PCA is done on the residua between DISORT and TWOSTR reflectances, there is an
additiona TWOSTR call for every wavenumber to recover the TOA reflectance, as is
evident from equation (5.10). However, since PCA and TWOSTR calculations
themselves take negligible time compared to a full multi-stream RT calculation, this

method offers us an order of magnitude improvement in speed.

In the above analysis, very stringent accuracy criteria have been employed. Relaxing that
would offer even more savings in computation time. Figures 5.5 and 5.6 show the O, A
band spectra obtained using DISORT and PCA, and the residuals. Figures 5.7 and 5.8
show the same spectra after convolution with an ILS that is a sum of Lorentzians.
Clearly, the residuas are much smaller after convolution. This implies that the errors
from PCA are mostly random. Also, the fractiona residuals are very close to zero near

the continuum and are highest in the centre of strong lines, as one would expect.
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Figure 5.5. Reflectance spectrum calculated from PCA (high resolution).  (cmi®) = o+

D, o= 12950 cm?.
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Figure 5.6. (top) Residuals (high resolution); (bottom) Fractional residuals (high

resolution). (cm?)= o+ D, o= 12950 cm™.
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. _l _
Figure 5.7. Reflectance spectrum calculated from PCA (after convolution). (cm~) =

+ D, o=12950 cm™.
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Figure 5.8. (top) Residuals (after convolution); (bottom) Fractional residuals (after

convolution). (cm*)= o+ D, o= 12950 cm.

57 Conclusions

A novel technique based on PCA has been introduced to increase the computational
efficiency of RT calculations in an absorbing, scattering atmosphere. It was observed that
the first few EOFs accounted for most of the variability in the system. Using the optical
depth and the single-scattering albedo as the EOF parameters, the O, A band was

reproduced using the new technique. Using the correlation between a two-stream and a
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multi-stream approach, the O, A band spectrum was reproduced with an accuracy of
0.3% while achieving an order of magnitude speed improvement. The PC method has

great potential for usein practical RT codes and warrants further consideration.
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Appendix: PCA of the Profiles of Optical Depth and Single-

Scattering Albedo for a Lorentzian Layer Lineshape

Here we apply PCA to a highly idealized case. By this simple example, we illustrate the
practical reason behind applying PCA in logarithmic space and the physica meaning of

EOF decomposition of the profiles of spectrally-dependent optical properties.

For a uniformly distributed gas in an isothermal atmosphere, we divide the atmosphere

into M layers such that the i™ layer has thickness L;. For simplicity, we assume a
Lorentzian line shape for each layer. Then the gas absorption optical depth profile, dz.?,

can be written as;

a.
dt?=r. LS ' : 5.A1
: o p[(Vl - Vo)2 +ai2] ( :

where i denotes the i layer from the surface, | denotes the I™ spectral point, ; is the gas
density in the i™ layer, Sis the line strength, ; is the half width of the Lorentzian line
shape in the i layer, and v = | +vo, where v is the wavenumber of the line center and
Dis the wavenumber grid spacing. If we approximate the mean pressure of each layer by

the pressure at the midpoint of the layer, then we have:

_ i1 _
P=Rexp- i 2)Li /H, (5.A2)
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riy=rqoexp - (i- E)Li /H ; (5A3)

_ il 4y
a =agyexp - (i 2)L|/H : (5.A4)

where P; is the mean pressure in layer i, H is the scale height (which is a constant for an
isothermal atmosphere), and subscript O denotes the surface. Substituting equations

(5.A3) and (5.A4) into equation (5.A1), we have:

roa,L S | 2D? 2
: +a,
p exp- (2i- DL /H]

dt s = (5.A5)

Ignoring the correction factor for anisotropy, the Rayleigh scattering optical depth

profile, d¢ ;, can be written as:

dt; =s,n L, (5.A6)

where s is the Rayleigh scattering cross section at v and n; is the number density in the
i™ layer. At the near-IR and visible spectral regions, for asingle absorption line, | D<< vg;
therefore, we can simply treat s; as constant, s, For example, based on Bates' formula

[Bates, 1984], the difference between the Rayleigh scattering cross sections at 12949 cm'™

and 12951 cm™ is only 0.04%. The single-scattering albedo can then be written as:
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_ dry +dt
M/ii - g s a
dzif +dzy +dr,

ri a
SOWNALi +dtil

- , (5.A7)
a. r. a
riL; S - oo +S,=N,L +df;
PLVv - Vo)™ +a’] M
Mr LS a "

— +1
Sofi LN, +dtiM p[(v, - V0)2 +ai2]

where d¢ is the aerosol scattering optical depth profile, Na is Avogadro’s number, and

M is the molar mass of air. The aerosols are assumed to be purely scattering, which is a

good approximation for aerosols like sulfate. Putting the single-scattering albedo and the

total optical depth together, we have:

-1
2
r.a,L.s 1°0? _va,’ L Soro Nl (P/P)+dr?
w = P (RIR) M
i — -1
Mr,(P/P)L S aRIR ., (5.A8)

(5o 7o (PIP)LN, +dt2M) 12D +a2(P /P,)?

where X is the matrix for which PCA isto be performed, i=1, 2,3, .., Mand| = N,

2, 1,0,1,2, ..., N. Each element of X isa2-D vector, the two components being the
layer optical depth and single-scattering albedo respectively. The columns of X show the
variations of the gas density and the Lorentzian line shape with altitude; the rows show

the dependence of the Lorentzian line shape on frequency.
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The following reasonable values are assigned to the parameters involved in the problem:

r,=129kg/m*,a,=0.1cm*,S=0.00223cm/g (strong line in the O, A band),
D=0.005cm’™*, P, =1000hPa,s, =1.1" 10'27cm2,ﬁ =29g/mol ,M =22andN =150.

The pressure profile is obtained from table 5.1 and the altitude profile by then using the

hydrostatic equation (H =8km). Note that subscript O here refers to the surface but in

table 5.1, it refersto TOA. The aerosol scattering optical depth profile is the same as that

used in the O, A band PCA.

The fractions of variance, as well as the cumulative fractions of variance, explained by
the 6 leading EOFs are listed in table 5.A1. The first EOF is absolutely dominant in the

variance. 6 leading EOFs together can explain more than 99.999% of the total variance.

If we apply PCA to the column vectors of In(X) instead of X, then the 3 leading EOFs
can explain 99.92% of the total variance, very close to the amount of variance explained
by the 6 leading EOFs when the analysis is applied to X. Therefore, fewer EOFs are
needed in logarithmic space than in real space to capture the same fraction of the total
variance. This is because the variance of X could be very large in the real space: for a
given layer, from the linewing (I = N) to the line center (I = 0), the values of X; could
differ by as much as three orders of magnitude. In the logarithmic space, the variance of
Xii would not be that large: the difference between the maximum and minimum of X; is
still within one order of magnitude. Accuracy of the reconstructed profiles is directly

related to the fraction of the total variance captured by the leading EOFs used in the
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reconstruction. Therefore, given the extremely heavy computational load in practical
retrievals and required accuracy for forward radiative modeling, doing PCA and

reconstruction in logarithmic space is more efficient than doing them in real space.

Table 5.A1. Variance explained by six leading EOFs

PCA on X PCA on In(X)
Fraction of Cumulative Fraction of Cumulative
Variance Fraction of Variance Fraction of
Variance Variance

EOF1 7.96536x10™" 7.96536x10" 8.81154x10™" 8.81154x10™
EOF2 1.23927x10" 9.20463x10™" 1.10397x10" 9.91551x10™
EOF3 5.65170x10 9.76980x10™ 7.66840x10 9.99219x10™
EOF4 1.80746x107 9.95055x10™ 7.25571x10™ 9.99945x10™
EOF5 3.79672x10° 9.98851x10™ 3.09480x107 9.99976x10™
EOF6 9.27283x10™ 9.99779x10™ 2.16236x107 9.99997x10™

The leading 2 EOFs and the corresponding PCs derived from PCA of X in logarithmic
gpace are plotted in figures 5.A1 and 5.A2. The PCs have zero mean and unitary standard
deviations. Remarkably, the EOFs (figures 5.A1a, 5.A2a) retain the features obtained in
the full-band EOFs (figures 5.3a, 5.4a). Thisindicates that a single strong line captures all
the features of an entire molecular absorption band. The corresponding PCs are
symmetric with respect to the line center and the line center is the globa

minimum/maximum for all PCs. Besides the globa maximum at the line center, PC1
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(figure 5.A1b) has no local minimum and maximum while PC2 (figure 5.A2b) has two

local maxima symmetric to the line center minimum.

Figure 5.A1(a). EOF1. The computed EOF1 has been split into two, corresponding to the

layer optical depth (d ) and single-scattering albedo (), for ease of visualization.
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Figure5.A1(b). PC1. (cmY)= o+ D, o= 13001.70984 cm*. PC1 shows the

deviation of the optical properties (in EOF1 units) from the mean profile.
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Figure 5.A2(a). EOF2. The computed EOF2 has been split into two, corresponding to the

layer optical depth (d ) and single-scattering albedo (), for ease of visualization.
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Figure 5.A2(b). PC2. (cm™®) = o+ D, o = 13001.70984 cm’. PC2 shows the

deviation of the optical properties (in EOF2 units) from the mean profile.

In summary, as far as the accuracy of reconstructing optical propertiesis concerned, PCA
and reconstruction in logarithmic space is more computationally efficient than in rea
gpace. In this highly simplified case, the results obtained from PCA mainly reflect the
variations of the gas density and the Lorentzian half width with respect to altitude, as well

as the dependence of the Lorentzian line shape on frequency.
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Chapter 6

Column O, Retrieval from O, A Band Measurements
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6.1 Introduction

O'Brien et a. [1997, 1998] recorded high-precision, high-resolution O, A band spectra
using an airborne grating spectrometer to assess the feasibility of remote sensing of
surface pressure from a space-based platform. They used a grating spectrometer with a
focal ratio of /2.3 and a resolving power R ~ 13,000. This is quite comparable to the
OCO A band channel, which has a focal ratio of f/2 and a resolving power R ~ 17,000.
Aircraft observations were acquired near Darwin and Aspendale, Australia, in the early
1990s. Profiles were flown between 500 and 1000 hPa, and in situ sensors were used to
monitor the atmospheric pressure, temperature and dew point (figure 6.1). The A band
spectra were taken by observing sunlight specularly reflected from the ocean surface

(glint). The OCO glint mode uses the same measurement approach.

Figure6.1. (left) The CI RO airborne A band spectrometer; (right) The flight profile for 18
December, 1993 indicating the altitude changes for each leg [O'Brien et al., 1998]. The

individual legs were selected so that the sun glint would always be broadside to the plane.
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O'Brien et a. [1998] showed, using differential absorption techniques, that these airborne
spectra could be used to retrieve the surface pressure with a precision of ~0.1% under a
wide range of surface and atmospheric conditions (figure 6.2). This precision exceeds the
OCO measurement goal of 0.3% by about a factor of three. Furthermore, O’ Brien et al.
[1998] concluded that variations in the reflectance over the spectrometer footprint would

be unlikely to cause pressure errors exceeding ~0.1%.

Figure 6.2. Uncertainties (L) in surface pressure retrieved from the CS RO O, A band

spectrometer on the June 12, 1994 flight.

Retrieval of column O, (or equivaently, surface pressure, since oxygen is well mixed)
from O’ Brien's measurements provides an ideal test case for the OCO retrieval algorithm
since the mixing ratio of O, is known and constant (so we aready have the correct
answer if the pressure profile is known). Any differences between the retrieval and the

“truth” must then be due to inadequacies in the measurement or analysis methods.
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6.2 Modeling of the Instrument and Surface

Analysis of O'Brien’s spectra requires incorporation of an instrument simulation model
to accommodate the wavelength dependent throughput, spectral dispersion, sampling, and
ILS of the CSIRO instrument. The transfer function t(x) of the instrument was given by
O’ Brien [private communication] as the convolution of the entrance dlit transfer function

with that of the detector pixels.

0, Ba/2 £ x
x- 5al2)?/(2a), 3a/2£ x£5al2
t(x) = ( )" /(23) (6.1
2a- X, al2£ x£3al2
7al4- X% /a, Of£ xfal2

where x is the physical distance along the detector, and 2a is the distance between
successive detector pixels (25 m in this case). The distance can be converted to
wavelength by a linear transformation. The transfer function is symmetric, so the

specification above is sufficient.

The measurements were taken over the sea surface, which is highly non-Lambertian
(different reflectivities in different directions). For such surfaces, we need to specify the
bidirectional reflectance distribution function (BRDF), which is a specification of
reflectance in terms of both incident and reflected-beam geometry; i.e., the ratio of the

reflected radiance in the viewing direction to the irradiance in the incident direction. For
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the sea surface, the BRDF has been modeled by Cox and Munk [1954]. The BRDF model
assumes an isotropic Gaussian probability distribution of wave-facet slopes, with the
slope related to the near-surface wind speed by an empirica formula. Details of the
formulation are given in chapter 8. For the purposes of this study, shadowing by surface

waves has been neglected.

6.3 Results

As afirst cut, a straightforward retrieval was performed using a preliminary version of
the OCO retrieval agorithm, assuming the instrument was well calibrated. The discrete
ordinate RT solver DISORT [Stamnes et al., 1988] was used to compute the radiances
and calculation efficiency improved by spectral binning [Meadows and Crisp, 1996].
Figure 6.3 shows the results. The black line refers to the computed radiances and the
green line denotes the observed radiances. The residuals (computed—observed) are
represented by the black line at the bottom. The radiances are normalized by the
maximum value so that they range between 0 and 1. The root mean sgquare (rms) residual

is8.8%, which is clearly not good enough.

A closer look at the results revea s that there is awave ength grid mismatch between the observed
and cdculated radiances. This mismatch occurs because the optical properties of the
instrument change with time due to temperature changes, thus changing the wavelength-

diode mapping. Thisin turn is caused by the expansion with temperature which changes
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the orientation/distance between grating and dlit, etc. Also evident is the fact that the

continuum is not aligned. This arises from improper calibration of the spectrometers.
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Figure 6.3. Reflected light from the sea surface (sun glint) over the ocean near Darwin, Audraliain
the O, A band spectral region at ~500 mbar. The black and green lines denote observed and
computed spectra respectively. The black line at the bottomisthe difference between the above

gpectra. Theingrument has been assumed to bewd | calibrated.

To correct for these effects, the O, A band spectra were fitted using the GFIT line-by-line
code[Toon et a., 1999]. Included in the simultaneous fit were the *°0,, **1’0, and '**%0,

isotopomers of molecular oxygen, H,O and solar lines. Spectral parametersincluding line
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positions and strengths for *°0, were obtained from Brown and Plymate [2000] while the
parameters for the other O, isotopomers were obtained from Camy-Peyret [private
communication]. Other fitted parameters included the continuum level (the spectrum
value in the absence of atmospheric or solar absorbers), the first-order tilt of the
continuum level, the shift of the frequency scale relative to the tabulated frequencies of
the Oy lines, and the zero-level offset. The tilt accounts for a number of factors which
induce a wavelength dependence in the continuum level, including Rayleigh scattering,
ozone absorption, and variation of the instrument responsivity with frequency. The zero-
level offset (a small fraction of a percent) arises from errors in the instrument phase

correction and detector nonlinearity.

The wavelength grid was piecewise scaled and the continuum fitted using the following

two-parameter form:

Xobs ~ min(xobs)

=| CL+CT - ,
max(xobs) - mln(xobs)

(6.2)

corr

where | and | are the corrected and computed radiances respectively at wavelength

Xobs, @Nd CL and CT are the continuum level and continuum tilt respectively.

Figure 6.4 shows the improved fit, with an rms residud of 2.3%. Contributions from the i sotopes
of oxygen (green and orange lines) as well as trace gases like water vapor (light blue line) have

been included. The dark blue line shows the total computed radiance. The top pand is the
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resdud. It isto be noted that the O, isotopic composition iswell known and considered constant

for the purpose of thisstudy.

Figure 6.4. Reflected light from the sea surface (sun glint) over the ocean near Darwin, Audraliain
the O, A band spectral region at ~500 mbar. The blue diamonds and the dark biue line denote
observed and computed spectral respectively. The orange and green lines are the contributions

from oxygen isotopes. Thelight bluelineisthe contribution fromwater vapor. The resdual
between the computed and obser ved spectra are shown at the top. Wave ength scaling, continuum

and zero-offset corrections have been accounted for.

The ILS from O'Brien’s instrument was never characterized well enough for the
precision sought in this work. Further improvements can hence be made by considering
ILS fits. A wide Lorentzian was added to the ILS provided by O’ Brien, which assumed
zero response beyond 1-2 cm™. The best fit for the wide Lorentzian had a width of ~10
cm® and amplitude of 0.02 (the peak of O’'Brien’s ILS is ~1.75). The width of O’'Brien’s

ILS was also fitted which give a number 7% larger than that given by him. This



133

demonstrates the ability of the retrieval algorithm to compensate for imperfect ILS

knowledge as part of the retrieval process.

The rms residua is now reduced to 1.4% (figure 6.5). The resdues are mostly systemdtic.
The calculations fail to capture the shape of the line pileup at the high frequency limit of
the R branch band head. Thisislikely dueto line mixing. Also, there is ahuge residual at

0.772 m. Thisisasolar feature not accounted for by the model.
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Figure 6.5. Reflected light from the sea surface (sun glint) over the ocean near Darwin, Audraliain
the O, A band spectral region at ~500 mbar. The black and maroon lines denote observed and
computed spectra respectively. The black line at the bottomis the difference between the above

gpectra. ThelLShas beenfitted.
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The column O, was retrieved to ~1% precision. Clearly, by averaging sufficient
soundings, the random errors can be minimized and precisions of around 0.1% are
potentially achievable. This suggests that the technology and physical insight required to

retrieve X, with precisions better than 0.3% exist.

A thought experiment was conducted to simulate the effect of accounting for the solar
feature and removing line mixing. Figure 6.6 indicates that the residuals can be decreased

to 1.1%. It might thus be worthwhile to explore ways to model line mixing.
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Figure6.6. Same asfigure 6.5 except that line mixing has been assumed to be modd ed perfectly.
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6.4 Conclusions

To test the OCO retrieval agorithm, column O, (surface pressure) was retrieved from
sunglint measurements over ocean of absorption in the O, A band. A preliminary version
of the retrieval code was employed based on using the discrete ordinate RT solver
DISORT for computing the radiances, augmented by a spectral binning algorithm to
reduce computational time. It was observed that the instrument was improperly
calibrated. To account for this, the continuum level and tilt, the wavelength grid, and the
zero-level offset were fitted. This resulted in a much better fit between the computed and
measured spectra. The column O, was retrieved with an error of around 1%. Spectra
averaging using multiple soundings will reduce random errors; it is thus possible to

reduce the error to 0.1%. Thisindicatesthat it is possibleto retrieve X, with precisions

better than 0.3%. Line mixing remains an issue to be resolved.
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Chapter 7

Errors from Neglecting Polarization

(Natrg, V., R. J. D. Spurr, H. Bosch, Y. Jiang, and Y. L. Yung, Evauation of errors from
neglecting polarization in the forward modeling of O, A band measurements from space,
with relevance to CO, column retrieval from polarization-sensitive instruments, J. Quant.

Spectrosc. Radiat. Transfer, 103(2), 245259, doi: 10.1016/j.jgsrt.2006.02.073, 2007)
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Abstract

Sensitivity studies have been performed to evaluate the errors resulting from ignoring
polarization in analyzing spectroscopic measurements of the O, A band from space, using
OCO as atest case. An 11-layer atmosphere, with both gas and aerosol loading, and
bounded from below by a Lambertian reflecting surface, was used for the study. The
numerical computations were performed with a plane parallel vectorized discrete ordinate
RT code. Beam and viewing geometry, surface reflectance and aerosol loading were
varied one at a time to evaluate and understand the individual errors. Different behavior
was observed in the line cores and the continuum because of the different paths taken by
the photons in the two cases. The errors were largest when the solar zenith angle was
high, and the aerosol loading and surface reflectance low. To understand the effect of
neglecting polarization on CO, column retrievals, a linear error analysis study was
performed on simulated measurements from the OCO spectral regions, viz., the 1.61 pm
and 2.06 um CO,, bands and the O, A band. It was seen that neglecting polarization could
introduce errors as high as 10 ppm, which is substantially larger than the required
retrieval precision of ~2 ppm. A variety of approaches, including orders of scattering,

spectral binning and the use of lookup tables are being explored to reduce the errors.

Keywords: reflected, TOA, intensity, polarization, errors, O, A band, OCO
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7.1 Introduction

The radiation reflected or transmitted by a planetary atmosphere contains information
about the atmospheric constituents through their absorption and scattering signatures.
Radiance measurements within gaseous absorption bands can thus be used to retrieve the
vertical distribution of the absorbing gases, clouds and aerosols. In particular, the
potential of spectroscopic observations of the O, A band to retrieve the surface pressure
[O’'Brien, English and da Costa, 1997; O'Brien et al., 1998] and cloud top altitude
[Koelemeijer et al., 2001; Kuze and Chance, 1994; O'Brien and Mitchell, 1992; Rozanov
and Kokhanovsky, 2004; Rozanov, Kokhanovsky and Burrows, 2004] has been

established.

Most remote sensing retrievals ignore the effect of polarization. While thisis very often a
very good approximation, there may be situations when measurements of polarization can
provide additional information. Applications include retrieval of tropospheric ozone
[Hasekamp and Landgraf, 2002; Hasekamp, Landgraf and van Oss, 2002; Jiang €t al.,
2004; Liu et al., 2005], cirrus clouds [ Takano and Liou, 1989a, 1989b, 1995] and aerosols
[Deuze, et a., 2000; Jiang et al., 2003; Levy, Remer and Kaufman, 2004; Mishchenko
and Travis, 1997]. Polarized RT calculations are also important for the interpretation of
satellite-based measurements such as those from the Global Ozone Monitoring
Experiment (GOME) [Hasekamp and Landgraf, 2002; Hasekamp, Landgraf and van Oss,
2002; Knibbe et a., 2000; Koelemeijer et a., 2001; Liu et a., 2005; Rozanov,

Kokhanovsky and Burrows, 2004] and SCIAMACHY [Krijger and Tilstra, 2003;
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Schutgens and Stammes, 2002; Tilstra et al., 2003]. Being ultraviolet (UV) instruments,
where Rayleigh scattering is significant, they are sensitive to the polarization of the
reflected radiation; hence, retrievals based on these measurements require consideration

of polarization in addition to the intensity of the light incident on the detector.

Stam et al. [1999] did atheoretical investigation of the behavior of the linear polarization
of reflected and transmitted light in the O, A band for a few simple model atmospheres.
They identified different regimes of behavior based on the gas absorption optical depth.
In this chapter, we take into account their findings and perform sensitivity studies to
assess the effect of ignoring polarization on CO, column retrievals, using simulated
measurements from polarization-sensitive space-based instruments, such as those to be

acquired by OCO [Crisp et a., 2004].

In section 7.2, we give a brief description of vector RT theory. Details of the numerical
model are discussed in section 7.3. In section 7.4, we elaborate on the atmospheric and
surface setup, as well as the solar and viewing geometries. In section 7.5, we use OCO as
atest case and examine the effects of polarization on the upwelling radiance in the O, A
band at TOA for the different scenarios described in section 7.4. In section 7.6, we
perform a linear sensitivity analysis on ssmulated measurements from the OCO spectral
regions to get an order of magnitude estimate of the retrieval error in column CO,
resulting from neglecting polarization. Conclusions for operational retrieval agorithms

are drawn in section 7.7.
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7.2 Digest of Vector RT Theory

In the absence of thermal emission, the RTE can be written as [ Chandrasekhar, 1960]:
uﬂltl(z‘,u,f) —1(tu,f)- I(E.uf), (7.1)

wheref ,uandf denote the optical thickness (measured downward from the upper

boundary), the cosine of the polar angle (measured from the upward vertical) and the
azimuthal angle (measured counterclockwise, looking down, from an arbitrary but fixed
direction), respectively. Knowledge of the absolute azimuth angle is not necessary
because of rotational symmetry with respect to the vertical axis. | is the diffuse
(excluding the direct solar beam) radiance vector, which has the Stokes parameters
[Chandrasekhar, 1960] I, Q, U and V as its components. Stokes parameter | is the
intensity, Q and U describe the linearly polarized radiation, and V refers to the circularly
polarized radiation. All Stokes parameters have the dimension of radiance and are
defined with respect to a reference plane, usually taken to be the loca meridian plane.
The dependence on wavelength is implicit in this and al subsequent equations. The

degree of polarization p of the radiation is defined as.

QT -

The circular polarization can generally be ignored for most atmospheric applications. If
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the Stokes parameter U is also equal to zero (or not measured) the following definition of

the degree of (linear) polarization is relevant.

p (7.3)

_-Q
o
For p > 0, the radiation is polarized perpendicular to the reference plane. For p < 0, the

radiation is polarized parale to the reference plane.

The source term J has the form:

J(¢t,u,f) :”;(—/’;) 12pP(u,u©f - FOI (¢ ,uSF QdF@UG Q(¢,u, ), (7.4)

wheren denotes the single scattering albedo (ratio of scattering to extinction optical
depth) andPis called the phase matrix, which is related to two other matrices called the
Mueller matrix and the scattering matrix. The former is the linear transformation
connecting the incident and (singly) scattered Stokes vectors in the scattering plane. For
scattering by a small volume containing an ensemble of particles, the ensemble-averaged
Mueller matrix is called the scattering matrix. When transforming from the scattering
plane to the local meridian plane, we obtain the phase matrix. The scattering matrix is
normalized such that the average of the phase function (which is the (1,1) matrix
element) over al directionsis unity. We restrict our attention to scattering matrices of the

form considered by Hovenier [1971]. This type with only six independent elements is
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valid in the following situations [Hovenier and van der Mee, 1983]:

D scattering by an ensemble of randomly oriented particles, each with a plane of
symmetry

2 scattering by an ensemble of particles and their mirror particles in equal number
and random orientation

3 Rayleigh scattering

The first term on the right-hand side of equation (7.4) accounts for the integrated
scattering of the diffuse light from al directions into the viewing direction and the
inhomogeneous term Q describes single scattering of the attenuated direct solar beam.

Thisterm can be expressed as:
Q(t,u, ) :%P(u,- m.f- F)l e, (7.5)

where m, :|uo|,uois the cosine of the solar zenith angle, f,is the solar azimuth andl ,is

the Stokes vector of the incoming solar beam. Thisis the standard formulation for a plane

parallel atmosphere.

When Rayleigh scattering and particul ate scattering are both present, the effective single
scattering abedo n is a weighted sum of the molecular single scattering albedo (which is

equal to 1) and the single scattering albedos v, of the s aerosol/cloud types:
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w= —; , (7-6)

wherez, is the Rayleigh scattering optical depth andz is the extinction optical depth of

thes" aerosol/cloud type. A similar procedure is used to obtain the effective scattering

matrix, except that the normalization here is over the total scattering optical depth.

We seek a solution to equation (7.1) subject to the top and bottom boundary conditions
(no downwelling diffuse radiance at TOA and known BRDF at the surface) and
continuity at the layer interfaces. The total radiance vector is of course the sum of the
Idlr

diffuse and direct components, where the direct radiance vector | is given by:

19 (¢ ,u,F) =1 &/ P al(u- uy)d(f - f,), (7.7)

wherea refers to the delta function. The incident solar radiation is assumed to be

unidirectional and unpolarized.

7.3 Numerical Vector Model: VLIDORT

The multiple-scattering multi-layer vector discrete ordinate code VLIDORT (Spurr,
2007) was used for al simulations of the Stokes vector. This code is a vector companion
to the LIDORT suite of linearized scalar discrete ordinate models [Spurr, 2002, 2003,

2004; Spurr, Kurosu and Chance, 2001]. In common with other vector codes, including
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the doubling-adding code of de Haan, Bosma and Hovenier [1987] and the VDISORT
codes [Schultz and Stamnes, 2000; Schultz, Stamnes and Weng, 1999], VLIDORT uses
an analytical Fourier decomposition of the phase matrix [Siewert, 1981, 1982; V estrucci

and Siewert, 1984] in order to isolate the azimuthal dependence in the RTE.

For the solution of the homogeneous vector RTE for each Fourier term, VLIDORT
follows the formalism of Siewert [2000], in which it was demonstrated that full accuracy
for homogeneous solutions can only be obtained with the use of a complex-variable
eigen-solver module to determine solutions to the coupled linear differential equations.
For the inhomogeneous source terms due to scattering of the solar beam, the particular
solution is obtained using algebraic substitution methods employing a reduction in the
order of the coupled equations. Particular solutions are combined with the rea parts of
the homogeneous solutions in the boundary value problem to determine the complete
Stokes vector field at quadrature (discrete ordinate) polar directions. The numerical
integrations are performed using double-Gauss quadrature. Output at user-defined off-
guadrature polar angles and arbitrary optical thickness values is obtained using the source

function integration technique due to Chandrasekhar [1960].

VLIDORT has the ability to calculate the solar beam attenuation (before scattering) in a
curved refracting atmosphere, even though the scattering itself is treated for a plane
paralledl medium. This is the pseudospherical approximation as used in the LIDORT
[Spurr, 2002] and SDISORT [Dahlback and Stamnes, 1991] codes, and it enables

accurate results to be obtained for SZAs up to 90 degrees. In this paper, we do not
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consider SZA values greater than 70 degrees, and the plane paralel source term

expression shown in equation (7.5) is sufficient.

VLIDORT was verified through extensive comparisons with existing benchmarks for the
one-layer dab problem. For the Rayleigh atmosphere, the tables of Coulson, Dave and
Sekera are appropriate [Coulson, Dave and Sekera, 1960]. For the slab problem with
aerosol sources, Siewert [2000] has provided several benchmark results for the discrete
ordinate solution; his results have in turn been verified against output from other vector

models (see, e.g., Wauben and Hovenier [1992]).

7.4 Scenarios for the O, A band

The atmosphere is assumed to be plane parallel, consisting of homogeneous layers, each
of which contains gas molecules and aerosols (there is no aerosol in the top two layers).
We use 11 layers (see table 7.1), with the altitudes and level temperatures corresponding
to the US standard model atmosphere [1976]. The altitude, pressure and temperature are
level quantities. The corresponding layer values are assumed to be the mean of the values
at the levels bounding the layer. The top four layers are in the stratosphere, with the rest
in the troposphere. Since oxygen is awell-mixed gas throughout most of the atmosphere,
a constant vmr of 0.209476 was assumed [McClatchey et a., 1972]. The spectroscopic
data were taken from the HITRANZ2K line list [Rothman et al., 2003]. The aerosol types
in the planetary boundary layer (lowest two layers) and free troposphere (next five layers)

have been chosen to correspond to the urban and tropospheric models developed by
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Shettle and Fenn [1979], with an assumption of moderate humidity (70%). For the
stratosphere, in correspondence with standard practice, a 75% solution of H,SO, was
assumed with a modified gamma size distribution [World Climate Research Programme,
1986]. The complex refractive index of the sulfuric acid solution was taken from the
tables prepared by Pamer and Williams [1975]. The single scattering properties for the
above aerosol types were computed using a Mie scattering code [de Rooij and van der
Stap, 1984] that generates coefficients for the expansion in generalized spherical
functions. The atmosphere is bounded below by a Lambertian reflecting surface.
Computations were done for SZAs of 10, 40 and 70 degrees, viewing zenith angles of O,
35 and 70 degrees and relative azimuth angles of 0, 45, 90, 135 and 180 degrees.
Variations in surface reflectance (0.05, 0.1 and 0.3) and aerosol extinction optical depth
(0, 0.0247 and 0.247) have also been considered. The baseline case corresponds to a

surface reflectance and aerosol extinction optical depth of 0.3 and 0.0247 respectively.

Figure 7.1 shows the total molecular absorption optical depth (solid line), shown at high
(line-by-line) spectra resolution, the Rayleigh scattering optical depth (dotted line) and
the aerosol extinction optical depth (dashed line) of the 11-layer atmosphere (for the
baseline case) as a function of wavelength in the O, A band. Aerosol scattering has been
assumed to be invariant in wavelength, which is a good approximation over the width of
a molecular absorption band. It can be seen that while the Rayleigh scattering is also

fairly constant, the molecular absorption shows strong variations with wavelength.
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Table 7.1. Model atmosphere

Level Altitude (km) Pressure (mbar) Temperature (K)
0 50.0 7.798 10* 270.7
1 40.0 2.871 10° 250.4
2 30.0 1.197 10 226.5
3 20.0 5529 10 216.7
4 12.0 1.940 10° 216.7
5 10.0 2.650 10° 223.3
6 8.0 3.565 10° 236.2
7 6.0 4722 10° 249.2
8 4.0 6.166 10° 262.2
9 2.0 7.950 10° 275.2
10 1.0 8.988 10° 281.7
11 0.0 1.013 10° 288.2

Figure 7.2 shows the aerosol vertical profile for the baseline case. Changing the aerosol
extinction optical depth corresponds to applying a scaling factor to the above profile. The
aerosol scattering phase function Fi3 and the degree of linear polarization (for
unpolarized incident light) F21/F11 for the urban aerosol are plotted in figure 7.3, aong
with the corresponding plots for Rayleigh scattering. The other aerosol types exhibit
similar behavior, with the major difference being the single scattering abedos. The
diffraction forward peak is clearly visible. Twice refracted rays account for much of the
forward scattering. The negative polarization peak at about 160 degrees is the rainbow,
caused by internal reflection. The enhanced intensity in the backscattering direction is the
glory. Although aerosol particles are less polarizing than air molecules, the scattering

optical depth for aerosols is typicaly 56 times the Rayleigh scattering optical depth in
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this part of NIR; polarization effects in the O, A band are therefore not straightforward to

delineate.

Figure 7.1. Molecular absorption optical depth (solid line), Rayleigh scattering optical
depth (dotted line) and aerosol extinction optical depth (dashed line) of the model

atmosphere.

Intensity and polarization spectra are shown in figure 7.4 for a case with SZA, viewing
zenith angle and relative azimuth angle equal to 40, 35 and 180 degrees respectively. The
surface reflectance and aerosol extinction optical depth correspond to the baseline

scenario.
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Figure 7.2. Aerosol vertical profile.
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Figure 7.3. (top tow, left to right) aerosol scattering phase function and degree of linear
polarization; (bottom row, left to right) Rayleigh scattering phase function and degree of

linear polarization.
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Figure 7.4. Intensity (top) and polarization (bottom) spectra of the O, A band. The SZA,
viewing zenith angle and relative azimuth angle are 40, 35 and 180 degrees respectively.
The surface reflectance and aerosol extinction optical depth are 0.3 and 0.0247

respectively.

7.5 Results

Before discussing the results, it is necessary to define the error plotted in figures 7.5-7.8.
The OCO instrument is designed to measure only the radiation perpendicular to the plane
containing the incoming solar beam and the beam entering the instrument, i.e., | Q.

Neglecting polarization in the RT computations thus creates a disparity between
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calculation and measurement. The error made by a scalar approximation can be expressed

as:

-(1-Q).

Error = s 100, (7.8
I-Q

where the subscript s denotes a scalar computation. It is more instructive to rewrite the

above equation in the following manner:

Error = (/1) -1 7100. (7.9
1- Q/I

Clearly, the error is influenced by errorsin the intensity and degree of linear polarization.
However, calculations show that the error in the intensity is for most practical cases less
than 0.5%. It is not insignificant only in the case of extremely high aerosol loading and
even then only in the continuum (where the total error is much lower than in the
absorption line cores). For this reason, plots of I/1 are not shown, though the plotted error
takes into account this factor. Generally, greater polarization induces greater error. From
the above definition, it is clear that scalar-vector errors will be larger when the radiation
is polarized parallel to the reference plane. Even a 100% positive polarization creates
only a 50% error (assuming no error in the intensity), but the error can grow beyond limit
if the polarization is highly negative. This is a clear consequence of measuring only the

perpendicularly polarized radiation.
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In figure 7.5, the rows represent, from top to bottom, gas absorption optical depths of
0.000113, 0.818 and 103.539, respectively. These characterize the three different regimes
of interest pointed out by Stam et a. [1999], viz., the continuum, an intermediate region
and the core of a very strong line in the O, A band. The columns are, from left to right,
the intensity |, the degree of linear polarization Q/I and the percentage error if
polarization is neglected, respectively. In al the orthographic projections, the viewing
zenith angle increases radially outward from O to 70 degrees while the relative azimuth
angle increases counterclockwise from O degree at the nadir position. The zenith position
represents an angle of 180 degrees. The solar and viewing zenith angles were not

increased beyond 70 degrees to avoid complications due to curvature of the beam paths.

The line core behavior corresponds to single scattering in a Rayleigh atmosphere. The
absorption is too strong for photons to hit the surface. The intensity and polarization
depend only on the scattering angle and, in the case of the latter, the angle between the
scattering and meridional planes. As the gas absorption optical depth decreases, photons
penetrate more and more of the atmosphere until they hit the surface and bounce back.
The Lambertian nature of the surface randomizes the orientation of the reflected beam
and reduces polarization. The intensity, on the other hand increases because, unlike for
the line cores, light is reflected back from the surface in addition to being scattered by the

ar molecules.

In figures 7.6—7.8 the same quantities are plotted as in figure 7.5, except that only the

variation in the principa plane is shown. Negative viewing angles correspond to a
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relative azimuth angle of 180 degrees. In figure 7.6, the SZA is varied, with the aerosol
extinction optical depth and surface reflectance fixed at 0.0247 and 0.3 respectively. The
solid, dotted and dashed lines correspond to SZAs of 10, 40 and 70 degrees respectively.
At the continuum, the intensity decreases as the SZA increases because of greater
attenuation of the direct beam. The polarization, on the other hand, increases because less
light reaches the surface and its depolarizing effect is reduced. The net result is that the
error increases. Departures from this genera trend are due to the predominance of single
scattering (as opposed to multiple scattering) for certain viewing geometries, as described
in Stam et al. [1999]. The behavior in the line cores is more complicated, being driven by

single scattering, and thus the geometry.

Asthe aerosol loading increases (figure 7.7), the intensity increases in the line core due to
greater scattering while the polarization decreases because the aerosol is less polarizing
than air molecules. The behavior is more complicated in the continuum, where there are
contributions from reflected light from the surface and multiply scattered light from the
atmosphere. Increasing the aerosol |oading increases the total extinction depth and causes
more multiple scattering. The former reduces the number of photons reaching the surface,
resulting in less light being reflected back. The latter has the opposite effect. Depending
on which effect is stronger, the intensity can increase or decrease. A similar argument

could be made for the polarization.

Finally, the surface reflectance has no effect in the line cores, where light does not reach

the surface (figure 7.8). Decreasing the reflectance lowers the continuum brightness,
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because less light is reflected from the surface, and increases the polarization because of
reduced contribution from the surface relative to the atmosphere. The Lambertian nature
of the surface aso results in greater angular variation in both the intensity and
polarization at lower reflectances. Thisis again in agreement with the results from Stam

et al. [1999].

Though we have not considered non-Lambertian surfaces, a short discussion is in order.
In the case of polarizing surfaces Q/I in the continuum will increase relative to the
Lambertian surface case because light can penetrate to the surface. The Q/I inside the
absorption bands will increase less. Therefore the difference between Q/1 in and outside
the absorption bands will decrease, making the errors due to a scalar approximation

smaller.

Clearly, the most pathological case is that of a Rayleigh scattering atmosphere bounded
by a Lambertian surface with extremely low reflectance, with the sun at a very low
elevation. It is worthwhile to note that all the above conclusions are based on line-by-line

calculations. Convolution with atypical ILS could reduce the errors significantly.



159

Figure 7.5. Orthographic plots showing variation of intensity (Ieft column), linear
polarization (middle column), and error if polarization is neglected (right column) for
gas absor ption optical depths of 0.000113 (top row), 0.818 (middlie row) and 103.539

(bottom row). The viewing angle increases radially from O to 70 degrees and the relative
azimuth angle increases anticlockwise from 0 at the nadir position, with zenith
representing 180 degrees. The SZA, surface reflectance and aerosol extinction optical

depth are 40 degrees, 0.3 and 0 respectively.
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Figure 7.6. Variation of intensity (Ieft column), linear polarization (middle column), and
error if polarization is neglected (right column) for gas absorption optical depths of
0.000113 (top row), 0.818 (middle row) and 103.539 (bottom row) as a function of
viewing angle in the principal plane. Positive viewing angles are for a relative azimuth
angle of 0 degrees while negative viewing angles are for a 180 degree relative azimuth
angle. Solid, dotted and dashed lines represent SZAs of 10, 40 and 70 degrees
respectively. The surface reflectance and aerosol extinction optical depth are 0.3 and

0.0247 respectively.
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Figure 7.7. Same asfigure 7.6 except that the SZA is 40 degrees and the solid, dotted and
dashed lines represent aerosol extinction optical depths of 0, 0.0247 and 0.247

respectively.
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Figure 7.8. Same asfigure 7.6 except that the SZA is 40 degrees and the solid, dotted and

dashed lines represent surface reflectances of 0.05, 0.1 and 0.3 respectively.

7.6 Linear Sensitivity Analysis

It is important to recognize that what we really need to know for the OCO mission is the
effect of neglecting polarization when trandlated to errors in the retrieved CO, column.
These errors can be assessed by performing alinear error analysis study [Rodgers, 2000].
In generd, linear error analysis allows quantification of errors caused by uncertainties in

the forward model parameters, i.e., parameters that are not retrieved, or by inadequacies
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in the forward model itself (forward model errors), such as neglecting polarization.
Forward model errors are typically systematic and result in a bias in the retrieved

parameters x. This bias can be expressed as:

Dx = G DF, (7.10)

where G is the gain matrix that represents the mapping of the measurement variations
into the retrieved vector variations and DF is the error in the modeling made by the scalar

approximation.

DF=(1-Q)- I, (7.11)

where |, Q and | are as defined before except that they are vectors over the detector

pixels.

The linear error analysis was carried out with the OCO Level 2 retrieval algorithm. This

agorithm has been developed to retrieve X, from space-based measurements of the

OCO spectral bands [Kuang et al., 2002]. The retrieval agorithm iteratively adjusts a set
of atmospheric/surface/instrument parameters by alternate calls to a forward model and
an inverse method. The forward model computes a high spectral resolution,
monochromatic, TOA radiance spectrum. Repeated calls to the scalar RT code Radiant
[Christi and Stephens, 2004] are used to generate the spectrum. The calculated spectrum

is then convolved with the OCO ILS, which has been assumed to be Lorentzian with
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resolving powers of 17,000 for the O, A band and 20,000 for the CO, bands respectively.
The inverse method is based on optimal estimation [Rodgers, 2000] and uses a priori
information to constrain the retrieval problem. Weighting functions describing the change
of the measured spectrum with respect to a change in the retrieved parameters are
calculated using finite differences. The OCO algorithm simultaneously fits the spectra of
the 3 absorption bands, each containing ~900 spectral points, and retrieves a set of 61
parameters for a 12-level atmosphere. These retrieved parameters are the vertical profiles
of CO, vmr, H,O vmr, temperature, aerosol optical depth as well as surface pressure,
surface reflectance and its spectral dependence, spectral shift and squeeze/stretch. The a
priori covariance for CO, has been computed using the MATCH/CASA model [Olsen
and Randerson, 2004], scaled to obtain a column variability of about 4.6 ppm to avoid
overconstraining the retrieval. For al other retrieval parameters, ad hoc constraints have

been used, with no cross-correlation between different parameters.

We simulated nadir OCO spectra for Park Falls, Wisconsin, USA, for January (SZA =
75.1°) and July (SZA = 34.8°). Temperature and humidity profiles and surface pressure
were taken from the ECMWF ERA-40 dataset [Uppala et al., 2005] and CO, profiles
from the MATCH/CASA model calculations. For the January and July scenes, we
assumed complete snow cover and conifer vegetation respectively. The calculation was
carried out for atotal aerosol optical depth of 0.1 using the aerosol types given in section
7.4. SNRs of 360, 250 and 180 were used for the O, A band, the 1.61 um CO, band and
the 2.06 pm CO, band respectively. We applied the retrieval agorithm to the ssimulated

spectra starting with the known, true solution, i.e., we assumed that the iterative retrieva
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scheme had already converged. The retrieval and smoothing errors and the gain matrix
are calculated by the retrieval agorithm. The smoothing error describes the error in the
retrieved parameters due to the limited sensitivity of the retrieval to fine structures of
atmospheric profiles. The analysis of smoothing errors requires knowledge about the real
atmospheric variability; we calculated the CO, covariance using the MATCH/CASA
model and scaled it to approximate a 2 ppm column variability observed from aircraft
measurements [Hoffman, Peterson and Rosson, 1996]. The error in the radiance made by
the scalar approximation DF was computed using VLIDORT for the same two scenarios.
Errors due to the usage of two different RT codes are negligible. VLIDORT (when runin
scalar mode) and Radiant agree to 5 decimal places or better for the intensities, and

generally 4 significant figures for the weighting functions.

The obtained retrieval and smoothing errors and the error due to neglecting polarization
are summarized in table 7.2. We found that in July the largest error was the retrieva
error; the smoothing error was negligible and the error due to neglecting polarization was
comparable to the retrieval error. On the other hand, for the January scenario, the error
caused by ignoring polarization was the dominant error term; it was roughly 4 times the
retrieval error and 7 times the smoothing error. Most real scenarios might be expected to
fall in between these extremes. Considering that the required CO, retrieval precision for
OCO is ~2 ppm, it is evident that polarization will play a significant role in the error
budget. Also, as shown in figures 7.5, 7.6 and 7.8, the effect of neglecting polarization
depends on the surface reflectance and measurement geometry and is hence likely to

result in a regionally varying bias in the retrieved CO, columns. As pointed out by
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Rayner and O’'Brien [2001], it is critical to avoid such a bias since it will give rise to

large systematic errors in a subsequent inversion for carbon sources and sinks.

Table 7.2. Errorsfor January and July scenesin Park Falls

Scenario Retrieval Error (ppm) Polarization Error (ppm) Smoothing Error (ppm)
January 1.8 7.4 1.0
July 0.4 0.4 0.1

7.7 Conclusions

Sensitivity studies were performed to evaluate the errors resulting from ignoring
polarization in simulations of backscatter measurements of the O, A band by space-based
instruments such as that on OCO. Beam and viewing geometry, surface reflectance and
aerosol loading were systematically varied. Different behavior was observed in the line
cores and the continuum because of the different paths taken by the photons in the two
cases. The maximum errors were found for a Rayleigh scattering atmosphere bounded by

apoorly reflecting Lambertian surface, when illuminated by alow sun.

A linear error analysis study of simulated measurements from the OCO absorption bands
showed that neglecting polarization could introduce errors as high as 10 ppm, which is
substantially larger than the required retrieval precision of ~2 ppm. The retrieval error
budget could thus be potentially dominated by polarization. On the other hand, it is

impractical to do full vector retrievals because of the computational cost. It is thus
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imperative to find ways to minimize the error without actually doing a complete Stokes

vector calculation.

There are a variety of approaches to save time compared to a full vector calculation and
get more accurate results than if polarization were ignored. Since multiple scattering
tends to remove polarization features, the Stokes parameters Q and U could be computed
using one or two orders of scattering (which take negligible time), with a correction for
the intensity such as that proposed by Sromovsky [2005]. Alternatively, one could use
spectral binning (see, e.g., Meadows and Crisp [1996], for a scalar case) to reduce the
number of RT caculations. Another possibility is to create lookup tables for a wide

variety of scenarios and simply use them to interpolate for intermediate scenarios.
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Abstract

We calculate the reflection matrix for the first two orders of scattering in a vertically
inhomogeneous, scattering-absorbing medium. We take full account of polarization and
perform a complete linearization (analytic differentiation) of the reflection matrix with
respect to both the inherent optical properties of the medium and the surface reflection
condition. Further, we compute a scalar-vector correction to the total intensity due to the
effect of polarization; this correction is also fully linearized. The solar beam attenuation

has been computed for a pseudospherical atmosphere.

Results from the 20S model have been tested against scalar intensities for an
inhomogeneous atmosphere, and against Stokes vector results for a homogeneous
atmosphere. We have aso performed backscatter simulations of reflected sunlight in the
O, A band for a variety of geometries, and compared our results with those from a full
vector multiple-scattering code. Our results are exact in the center of strong lines and
most inaccurate in the continuum, where polarization is least significant. The s- and p-
polarized radiances are aways computed very accurately. The effect of gas absorption
optical depth, solar zenith angle, viewing geometry, surface albedo and wind speed (in
the case of ocean glint) on the intensity, polarization and corresponding weighting
functions have been investigated. It is shown that the 20S model provides fast and
reliably accurate polarization corrections to the scalar-model radiance and weighting

function fields.
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8.1 Introduction

Severa RT models have been developed to compute the intensity and polarization of
light reflected or transmitted by planetary atmospheres [de Haan, Bosma and Hovenier,
1987; Hansen and Travis, 1974; Mishchenko, 1990; Schultz, Stamnes and Weng, 1999;
Spurr, 2006]. In remote sensing applications based on backscattered light measurements,
calculations of multiple scattering with full treatment of polarization are computationally
very expensive. Since multiple scattering is depolarizing, a low-order scattering
approximation is often used to compute the high-frequency Fourier components of the
Stokes vector. Hovenier [1971] developed analytic expressions, involving only angular
integrations, to compute the first two orders of scattering for a homogeneous layer with
polarization included. Kawabata and Ueno [1988] used the Invariant Imbedding
technique to compute the first three orders of scattering in vertically inhomogeneous

plane-parallel layers. However, they neglected polarization.

In this chapter, we extend the Kawabata and Ueno model to compute the first- and
second- order reflection matrices for vertically inhomogeneous scattering media with
polarization included. To enable accurate computations for the range of solar viewing
angles encountered in nadir-view remote sensing applications, atmospheric
transmittances for the incoming solar beam are treated for a curved spherical-shell
atmosphere [Spurr, 2002]. Polarization induces a change in the intensity; to account for

this, we compute a correction to the scalar intensity. In this paper, we derive results for
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reflection, but it is straightforward to obtain analogous expressions for transmission. We

also limit ourselves to a beam source of unpolarized incident light (e.g., sunlight).

For remote sensing inverse problems based on non-linear iterative fitting methods such as
optimal estimation [Rodgers, 2000], the RT forward model should be able to generate
both the simulated backscatter intensity and any number of associated weighting
functions (partial derivatives of the intensity with respect to retrieved and other
atmospheric and surface properties). In this regard, we have performed a complete
linearization (analytic differentiation) of the 20S model, both for the reflection matrix

and for the intensity correction.

In this chapter, we present the theoretical formulation for the simultaneous computation
of the reflection matrix, the intensity correction and the corresponding weighting function
fields. In section 8.2, we summarize the Invariant Imbedding equations, and in section 8.3
we derive the second-order scattering solutions with polarization. Section 8.4 deals with
the linearization. In section 8.5 we discuss aspects of the performance of our 20S
numerical RT code, and its validation. In section 8.6, we present a series of results for an
application based on measurements of reflected sunlight in the O, A band. In the next
chapter, we will present further applications of the 20S mode for remote sensing

retrievals [Natrg et al., 2007].
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8.2 Basic Theory

8.2.1 Invariant Imbedding Analysis

We use the notation in Kawabata and Ueno [1988], with additional terms to account for

polarization. The Stokes vector [(7,7) of light reflected by a vertically inhomogeneous
scattering-absorbing medium of optical thickness —measured from the bottom of the

atmosphere (BOA)—can be expressed in terms of areflection matrix R(¢;- mm,f - f,):
|(mf) = mR(t;,- mm,f - f,)F,, (8.1)

where Fo is the Stokes vector of the TOA incident radiation, - /7 and /73 are the cosine of
the viewing and incident zenith angles (with respect to the downward vertical) and 7 - £,

is the relative azimuth angle between the viewing and incident directions. The azimuth

dependence is expressed by means of a Fourier series expansion:

R(t;- mmy,f- f) =R (t;- mm,f - fo) + R (t;- mm) +

5" [RY(¢;- mmg)cosm(f - £o) +RY.(t;- mm)sinm(f - £,)]’ (8.2)

m=1

where the subscripts 1 and 2 refer to the order of scattering, while ¢ and s refer to the

cosine and sine components of the Fourier series respectively. Aerosols and other
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scattering particles typicaly have a strong diffraction peak. On the other hand, multiple
scattering tends to wash out strong scattering features. Hence, it is desirable to perform an
exact computation of the single scattering for the particular viewing geometry; in
eguation (8.2), the exact first order scattering contribution is determined separately. This
is not only more accurate but also reduces the computational burden (see section 8.5). M

isthe number of Fourier components necessary to achieve Fourier series convergence.

The intensity correction, I, IS defined as:
leore E5- mmg, T - £o) ° R(E- mmg, [ - 7o) oy - RUE-mm, [ - 1), (8.3)

where R(¢;- mm,f- 7)., is the (1,1) eement of R(¢;-mm,f-f) and
R(t;- mm,f - f,) is the (scalar) reflection function. This can aso be expanded in a

Fourier series:

0

M
lcorr([;_ m”&’f_ fo) = Imrr(f;_ /77/73)"'2 lc:])rr(f;_ m”&)COan(f' fo)(84)

m=1

The expansion above does not involve sine terms because both the (1,1) element of the
reflection matrix and the reflection function are even functions of the relative azimuth

angle [Hansen and Travis, 1974].

The first order of scattering does not contribute to the intensity correction, since for
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unpolarized incident light, the single scattered intensity is dependent only on the (1,1)
element of the reflection matrix; the latter is the same with or without polarization. The
sum of the intensity from a scalar multiple-scattering calculation and the intensity

correction computed above approximates the intensity with polarization included.

For p £ 2, the contribution to the reflection matrix from the p™ order of scattering, R o)

obeys the integro-differential equation [Hansen and Travis, 1974]:

R, (t5- 1,1y f - f
IR 0T = 0) (s (gt - 1))R (e mim - £,) +

i
W) .. .
PPt m- nf - FOR (t:- mOm, FOF,) dmif & . (85)
4pm , .
t) #*
% - R, ,(t:- mn®f - FQP(t; mom,fOF,) dnBf©

where is the single scattering albedo, P is the phase matrix (see section 8.2.2 for
expressions to evaluate the phase matrix and its Fourier components), exp[- / z‘] is the
direct beam atmospheric transmittance factor and z is the altitude. Equation (8.5) is valid
in the pseudospherical approximation, where all scattering is regarded as taking placein a
plane parallel medium, but the solar beam attenuation is treated for a curved atmosphere.

For aplane parallel attenuation, / =1/n, ; in the curved atmosphere case, expressions for

/ arederived in section 8.3.1.

The various terms on the right-hand side of equation (8.5) denote the following
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processes: direct transmission after p reflections, transmission (with illumination from
below) after p-1 reflections and p-1 reflections after transmission. To caculate the
transmission matrix, the only difference is that the last step in the photon history is
downward. The equivalent processes would then be: direct transmission after p
transmissions, transmission after p-1 transmissions and p-1 reflections (with illumination

from below) after reflection.

Equation (8.5) can be expanded in a Fourier seriesto obtain:

TRG (- mm) _
Nz

(m*+1)RY (- mm)+ ST (- mm), (p=1,2);  (8:64)

ﬂRp,s(; t M) — (41 Rt mm) + ST (65 mmg), (p=1.2),  (8.60)

where the subscripts ¢ and s refer to the cosine and sine Fourier components, and S’;‘,c

and S';,"Ys are scattering source terms. The sine terms are identically zero for m = 0. The

first and second order scattering source terms are given by the following expressions:

m oy _ W .
St (t;- mm) 4mPc (t;-mm); (8.79)
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Sy (t;- mm) =
w
2m
m 1

- (Ric(t;- mn@R(t; mom) - RY(¢;- m QP (t ; norm)) dno

0

(PI(t;- m- nQRY,(¢;- m@m) + Pl (¢;- m- nORT(¢;- nomg))dn®; (8.7b)

m e W .
StL(t;- mm) 4mPs (t;-mm); (8.7¢)

Sy(t;- mm) =
2—'/;7 (P(t;- m- mBR{(¢;- mom) - P (t;- m- mBRT.(¢;- n@mg))dn®, (8.7d)

% (Ric(t;- mmP](¢; mom) + RISt ;- mmQP7 (¢; mom))dno

where P." and P." are, respectively, the cosine and sine components of the m™ term in

the Fourier expansion of the phase matrix P. Integrating equations (8.6) over the optical

depth from ¢, to ¢ , we obtain the following cosine and sine reflection matrices:

Rrg,c(f;' mm) = Rr;’c(l‘n;- mng)expl._ (/771+/)([ i fn)]"'
IS',?,c(ti- mﬂa)exr)[- (m+ 1)t - t)]dt , (P=1,2); (88d)

[n

RY(t- mm) =R (¢ - mm)expl: (' + /)¢ - 1,)]+
t , (p=1,2). 8.8b
sy (- mmewl: (m*+ 1)t - Ot p=ha. G

tn

Starting from the scalar equivalent of equation (8.5), we can derive the Fourier
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components, R, of the reflection functions, appropriate to the intensity correction:

RY.(¢3- mm) = RO (t - mm)exp|- (m*+ 1)t - ¢,)|+

t ' =1,2), 8.9
Spe(ti- mﬂz)eXp[- (m*+1)(t - t)]dt (p ) (8.9)

[ n
where the source function terms are given by:

mop. W e ,
Sk(t;- mm) 4mPc (t;-mm); (8.10a)

1
S (¢:- mm) =2—”fn PI(t5- m- nBRM(¢;- momg) dnd
. 0 . (8.10b)
> R (2;- mmQP(t; mom) dn©
0

P™ is the m™ term in the Fourier expansion of the phase function. The Fourier

c

components of the intensity correction can then be approximated as:
Lo (£5- mmg) = RG.(E3- mm) |y - R (t3- mmy), (8.11)
where RY (¢;- mm) |,, isthe(1,1) element of RJ (¢;- mm).

In equations (8.7) through (8.10), all integrals over the polar direction half spaces are
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approximated by summations using Gaussian quadrature [Thomas and Stamnes, 1999].
The quadrature has Ny points, with abscissae and weights {i /n,wk}, k=1, .., Ng inthe

upwelling and downwelling polar hemispheres.

8.2.2 Expansion of the Phase Matrix

We divide the atmosphere into N horizontally homogeneous layers (N+1 levels), where
TOA isthe N+1™ level. The optical properties are assumed to be constant within alayer.

We then define the symbol | to indicate the sun-satellite geometry appropriate to a

given layer n:

0 = (n@nif ), (8.12)

where J,, a, and j , arethe local solar zenith angle, the local line of sight zenith angle

and the loca relative azimuth angle between two planes containing these directions,
respectively, at the bottom boundary of layer n. Ray tracing in a curved atmosphere (with

or without refraction) may be used to determineall | given the input geometry at TOA.

In the pseudo-spherical approximation, all scattering is considered to be in a plane-

paralel atmosphere; only the solar beam attenuation is treated for spherical curvature. In
this case, , =(cos™* m,cos (- m),f - f,) for al points along the upward nadir from

BOA. The scattering angle @, can be computed using spherical trigonometry:
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cosQ, =cosJ, cosa, +sinJ, sina, cos/ .. (8.13)

For a non-refracting atmosphere, the scattering angle is a constant and is given by the

valueat TOA:

cosQ, =- mmrJ1- nf\1- nf cos(f - £,). (8.14)

For scattering matrices where the elements are functions only of the scattering angle, and
where there are at most six independent elements [Hansen and Travis, 1974], the

scattering matrix expansion is given in terms of a set of generalized spherical functions
Srln,n (cosQ,) [Mishchenko, Hovenier and Travis, 2000]. The six independent elements

are:

AQ)=  b,S,(eo6Q,) (8.159
Q)+ a(Q) = (a4 +2).(005Q,); (8.15b)
Q) Q)= (.- 28, 1(c05Q,): (8150
a,(Q,)= L d, Sy (cosQ,); (8.15d)

1=0

bl(Qn) = I_- gnl S(I),Z(COSQn); (8153)

=0
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0,(Q)=-  €,S),(c0sQ,) | (8.150)

1=0

There are six sets of expansion coefficients { an, b0, G, i, &, Zu}, where { by} are the
phase function Legendre expansion coefficients as required for scalar-only computations

neglecting polarization. The functions {aj,a,as,a4} and {b;,by} are elements of the

scattering matrix Fp;

a(Q,) b(Q,) 0 0
bl(Qn) aZ(Qn) O O
F = : 8.16
Q7 T 0 a@) b (819
O O - bZ(Qn) a4(Qn)
The corresponding expansion coefficient matrix By is:
bnl gnl O O
B, = 7 0 0 (8.17)
0 0 an -6
0O 0 e d

The Stokes vector is defined with respect to a reference plane (usualy taken to be the
local meridian plane). To transform the Stokes vectors from the scattering plane to the
local meridian planes containing the incident and scattered beams, we need rotation
matrices L (p- s2) and L(-s1), where s; and s, are the angles of rotation [Mishchenko,

Hovenier and Travis, 2000].
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The phase matrix () isthen given by:

n( n):L(p' sz)Fn(Qn)L('s1)- (818)

The phase matrix can be decomposed into its Fourier components [Siewert, 1982]:

P(- men®f - Q= P2(- mey +

" ; (8.199)
[PI(- mtmcosm(f - FQ+PI(- mtmsinm(f - 9]

m=1

P(x Oy, FOF,) =%Pc°(i/7©/73) N

M

; (8.19b)
[P (£ n©m) cosm(F©f,) + Pl (xm@m) sinm(F©f,)]

m=1

P(- mm.f - £,) = P2(- mm) +

M

. (8.19¢)
[P"(- mm)cosm(f - f,) + Py (- mmg)sinm(f - £,)]

m=1

The full phase matrix (with an exact specification of the scattering law) will be used to
calculate the exact first-order scattering term, while the truncated form of the phase
matrix using the Fourier component expansion in equations (8.19) will be used for

computing the second order of scattering.

P and P." are given by:
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P (m,m)=A"(m,m)+DA"(m,m)D; (8.20a)
P (m,m)=A"(m,m)D- DA™(m,m); (8.20b)
A"(mm)=" (Y T(m): (8200
D =diag{1L- 1- ; (8.20d)
R™(m 0 0 0
"(m = 8 Fil,fz?n _F:fln(gg) 8 (8.20€)
0 0 0 R"(M
gr={"Mg (8.20f)

(1 +m)!

where m =- mtnCand m =+nom.

The ["matrices contain entries of normalized Legendre functions R™ and functions

R™andT,", which are related to the generalized spherical functions[Siewert, 1982].



193

8.3 Solution for the First Two Orders of Scattering

8.3.1 Solar Beam Attenuation in a Curved Atmosphere

The assumption of a plane parallel medium breaks down for solar zenith angles or line of
sight viewing angles approaching 90°; it then becomes necessary to make some
allowance for the sphericity of the aimosphere. This is particularly important for polar-
orbiting satellite instruments, for which large solar zenith angles are frequently
encountered. In a stratified spherical-shell medium, the intensity field changes with
angular variables (solar and line of sight zenith angles, relative azimuth angle between
planes containing the line of sight and solar directions) in addition to the zenith variation
with optical depth. The pseudospherical assumption ignores these angular derivatives,

only the variation of intensity with the vertical coordinate is considered.

In a plane parallel atmosphere, the direct beam attenuation is given by exp[- t/ /73]. Ina
spherical-shell atmosphere, the attenuation factor is exp|- 4(¢)], where k is the slant
optical depth. The cumulative slant optical depth 4, to the bottom boundary of layer n

can be expressed as:

kn = knk = Snkek’ (821)
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where k., are the slant optical thickness values for layers k above and equal to n, and s

and g are the layer path lengths and layer extinctions respectively. For straight-line paths,
the path lengths may be expressed easily in terms of vertical atitudes. In a refractive
atmosphere, they can be calculated by repeated application of Snell’s law. Slant path
transmittances are taken to be exact at layer boundaries, with a ssmple exponentia in

optical thickness to approximate the attenuation across layers [ Spurr, 2002]:

1 N+1-n N+2-n

[,=-" ——ndd = Sw& - Stk - (8.22)

- [n k=N k=N

For a curved atmosphere, the layer-specific “average secant” /, takes the place of the

solar cosine secant; in the plane-paralel case, we have /, =n* for al n. In a

pseudospherical RT model, scattering takes place along the local vertical from the BOA
point. It has been shown [Caudill et al., 1997; Dahlback and Stamnes, 1991] that the
pseudospherical approximation provides a useful and sufficiently accurate RT intensity
simulation for solar zenith angles up to 90°, provided that the line of sight is reasonably
close to the nadir. The advantage of this approach is that it utilizes the speed and
flexibility of the plane-paralel formalism, and avoids the more complex and

computationally intensive full spherical RT treatment.

In the following exposition, we have stayed with the notation used in Kawabata and Ueno
[1988], with some changes to account for the pseudospherical treatment. For simplicity,

we have assumed a non-refractive atmosphere.
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8.3.2 First-Order Scattering

We define the following functions:

Y (tn+1; y) © exp[- y(fn+1 - [n)] b (823)

Y(tn+l;a +g)_ Y(tn+l;b+g) bl a
F(t,..a,b,9)° b-a ’ . (8.24)
(tn+1- [n)Y ([n+1;a +g)’b =a

We also define:

x® -+ (8.25)

Layer dependence of the optical depth, single scattering albedo and phase matrix
decomposition is implicit. The expressions below reduce to those derived by Hovenier

[1971] for the case of a plane-parallel single-layer medium.

The cosine and sine terms for the first order of scattering are given below:

R;'T]C(l‘nﬂ;- m”@: RTc(l‘n;_ m”@Y (l‘n+1; ml + X©+

w.m*x©
n—1-Yl‘+;l77l+X Pcm-m
4(ml+x©[ (nl d ( ”@

(8.264)
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Rinc([nﬂ’ ”©’78) - Rinc([n’ ”©n8)Y (l.n+1’ X@/ ) +

WX@, m
ey )[1 Y (£ .1 %@/ )| P(- nrm)

; (8.26h)

Rins(fnﬂ’ m”@ R (l.n’ ”@Y (l‘n+1;ml+x©+

W, m*x© m
e +X@[1 Y (¢ i M+ 5GPI (-

; (8.27a)

RISt osim 10mg) = RY(E - MOm)Y (£, %@/ ) +

W X@, m
vy )[1 Y (¢ 0oi; X®/ )P (- 173)

(8.27b)

For the intensity correction, we have the following contributions:

Rl (l‘n+1 m”@ R.l. (l‘ -m”©Y(l‘n+1 m +X©+

W, m*x© m
4(/77 +X©[ Y(l‘n+1’,77 +Xdp ( m”@

(8.284)

R igs- mOm) = RUL(E - mOm)Y (£, X®/ ) +

WX@, m
ey )[1 Y (£ .0 x@/ )| P (- mm)

(8.28b)

The above expressions refer to the first-order terms that arise during the computation of
the second order of scattering. The exact first-order computation will be done separately

in section 8.3.4.
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8.3.3 Second-Order Scattering

Similar expressions pertain to the second-order scattering. The cosine terms are given by:

R (s mmg) = R (¢ - mmY (¢,.;m*+/ )+
W

1
Py P (- m- mN;' (- mom) dn®
m

0

w

1
2n P"(- m- nQV.) (- n®m) dn® , (8.293)
/770

1
n

/
W“T V(- m PP (mrmg) de
0
w7t m .
8 V(- mgPy (o) dn®

0

where:

V' (- mmg) = F (¢ 40 M, XQY )RT(2 - mQimg) +
PO MO IXDfy (1) (4 L )F (b XS] (8.290)
ax@r y(mt /) DF s X6,

V(- mom) =F (¢ .y ml’X@n)Rfs(tn;_ merm) +
Psm(' /7@/73) M/nX@n
4(X@/n)(/77l +/.)

: 8.29
[1' Y([n+1;ml+/n)_ (m1+/n)F(tn+l;m1’x©/n)] ( C)

V(- mm=F (t,.; X/ ., m"RT.(¢ ;- mnD+
P (- m nQw,x@n*
amt+1)(x@m?)

. (8.29d
[ Y i 14 1,) - (141 YF (s XS o, 1] 6250
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V;n(' m”@: F(tn+1;x©/n’m1)R;:]S(tn;- m”@-l-

PI"(- m n@w,x@n'
amt+1)(x@m?)

. (8.29)
[1- Y(t,..m+1)- (m1+/n)F(l‘n+1;X©/n,”71)]

n+1’

The sine-series contributions to the second-order scattering are:

Rt s mmg) = ROt - mm)Y (¢,q;m*+1 )+

1
w
— P™(- m- (- dn®
2m, (- m- ndV,' (- mom)

1
% P"(- m- mV,"(- n®m)dn® : (8.30)
mO

W/t e m
N V3 (- mn@P; (nm) dn@®
0

W/,

5 Vi'(- mm@RT (momg) dmo
0

Lastly, we have the reflection functions for the intensity correction:

Rznv]c(tnﬂ;- mna) = RQ[T,]C([n;- m”Z)Y (Z-n+1;/ﬁl + /n) +

w 1

S B (- m- (- niormg) dn® : (8.313)
2m,

W/t m
5 V" (- m @R (mQrg) drmd
0
Vi"(- n@mg) = F (¢ . m* xQ) )RIL(L ;- nmg) +

I:z:m(_ /7@/78) VVnX@n
4(X@/n)(/771 +/,)

. (831h)
[1_ Y(l‘n+1;ml+/n)_ (ml+/n)F([n+l;ml’X©/n)]
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Vsm(_ m/@: F (tn+1;x@n’ml)aﬂ([n;_ m”©+
P"(- mn®w,xan'
amt+1)(x@®m?)

(8.31¢)

[1_ Y([n+1;ml+/n)_ (m1+/n)F(tn+l;X©/n’ml)].

The Fourier components of the intensity correction at TOA can be obtained from

eguations (8.11), (8.29) and (8.31):

I m

corr (tN+1) = R?,c(tNﬂ;' mng) |(1,1) - Rzn,qc(fml;' /7]/73) (8-32)
8.3.4 Exact Solution for First-Order Scattering

In this case, the reflection matrix at the top of layer n is based on an exact single scatter

source term:

Rl(l‘n+l; n+1) = Rl(l‘n: n)Y (tn+1; ml + /n) +
w,m/,
Am+1)

- Y @+ 1] o) N

n+1’

Here, the phase matrix () isevaluated using an exact specification of the scattering

law based on the use of complete sets of expansion coefficients (cf. section 8.2.2).
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8.3.5 Boundary Conditions

The recurrence relations in Sections 8.3.3 and 8.3.4 all start with values of the reflection
matrices at the surface. The surface boundary condition requires a complete specification
of the first-order BRDF at the surface; second order of scattering reflection functions are

zero. Thus we have:

RI(0- mn®=Ry (- mmd; (8.34a)
R%(0- m@m) = RY (- nom); (8.34b)
RI(0- mn®=RY (- mn®; (8.34c)
RI(0- m@m) = Ry (- m@m); (8.34d)
RJ(0;- mm) =0; (8.346)
R5.(0- mm) =0; (8.34f)
R.(0; o) =Ry( o), (8.34g)

where Ry isthe surface BRDF, and  , is given by the following expression:

o ={(arccos(m),arccos(- n),f - 7,)}. (8.35)

Two commonly encountered surface types are Lambertian and ocean sun glint. The

Lambertian BRDF is (Aq is the Lambertian albedo):
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1000
0000

R - 8.36

g(o)'%,OOOO (8.36)
0000

We compute the ocean sun glint BRDF using a modified Kirchhoff approximation
[Mishchenko and Travis, 1997] based on an isotropic Gaussian probability distribution of

wave-facet slopes:

2

ran= ESorsh

exp (8.37)

205°

where the mean square slopes® is related to the near-surface wind speed W (in m/s) by

the following well-known empirical formula[Cox and Munk, 1954]:

2s? = 0,003+ 0.00512W . (8.38)

Shadowing by surface waves is taken into account using a symmetrical bidirectional

shadowing function S(a, b) for facet incident and reflected normal angles a and b6

[ Tsang, Kong and Shin, 1985]:

_ 1
1+L(a)+L(b)’

S(a, b) (8.39)
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where;

1 2@-ad s a’

a
S -——— - &fc ——
2 P a 25°(1- a?) sy2(1- a?)

L(a) (8.39b)

Here, erfc(x) is the complementary error function. Fourier components of the ocean sun

glint BRDF, R{, and R{, are obtained by Gaussian quadrature. Details of the ocean

surface reflection matrix computation are described in Tsang, Kong and Shin [1985].
8.3 Linearization

In remote sensing inverse problems, it is usually necessary for the forward model to be
able to generate sensitivity (or weighting) functions, i.e., partia derivatives of the
simulated radiance field with respect to atmospheric and surface parameters that are
retrieved or are sources of error in the retrieval. In this chapter, we use the term
“linearization” as a synonym for analytic differentiation of the radiation field. We
distinguish between weighting functions defined with respect to atmospheric variables

(section 8.4.1), and those defined with respect to surface variables (section 8.4.2).
8.4.1 Atmospheric Profile Linearization

We define the linearization operator with respect to some variable X in layer k as
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follows:

L ° . (8.40)

The 20S model requires as input the layer optical thickness values D, =¢,_, - £, the

total single scattering albedos w,and the matrix B, of expansion coefficients in

equation (8.17). These are the inherent optical properties (I0Ps). For the linearization, we

require the set of derivative or linearized inputs.

u,® L,[w], v, ° L,[D,], z,°LI[B,]. (8.42)

The I0OPS and their linearizations in equation (8.41) are the end points in the chain-rule

differentiation of the reflection matrices.

We note that for avariable x; in layer k there are no derivatives in layers above k; in other
words, L, [Q,]=0," n>k for any quantity Q,defined in layer n (layers are numbered
from the surface upward). In the pseudospherical treatment, derivatives of the solar beam
secant factors L, [/,] ° s, may be found by differentiating equation (8.22); for details of

this procedure, see, e.g., Spurr [2006]. For plane parallel attenuation, s, =0," n,k,

since /, = nj'.
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The linearization of the complete second-order fields is a straightforward exercise based
on repeated chain-rule differentiation. Here, we derive the results for the exact single
scatter reflection functions (cf. section 8.3.4); the analysis for the second order functions

and the intensity correction may be found in the appendix.

For the exact first order reflection matrix terms, we first rewrite equation (8.33) as.

Ryl ) =Ru(Ly )Q(m/ ) +wE(m/) (), (8.42)

where L1 iSthetop of layer n. In equation (8.42), we have:

Qn(m/n) —g (fn+1-fn)(/771+/n); (8.438.)
m*/

E(ml)=——"-"—[1- Q(m/,)]. 8.43b

(ml ) = gl Qumd ] (8.43h)

Equation (8.42) can now be differentiated:

LIR, (Lo )] = LiRu(L )IQy(7.7,) +
Rl(Ln’ n)Lk[Qn(m/n)]+ " (844)
Lk[VVnEn(m/n) n( n)]

We note that:
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Lk[Qn(m/n)] =- Qn(m/n)[(ml + /n)vnalnk + Dnsnk] ° an(m/n) ; (845)
L [wq] = u,dy; (8.46)
Lk[ n( n)] = f(an)dnk ° nk; (847)
— mlsnk _ ml/nsnk _ _

SIEOIIE Gy ey Q)
m*l H. (m/,)

Am*+1,) . (8.48)
_ m?s..(@1- Q,(m/,)) ) m'l H. (ml,)

Am*+/ )’ Am+1.)

° Fnk(m/n)

Here, d, is the Kronecker delta function. In equation (8.47), the phase matrix can be
expressed in terms of input expansion coefficients B, (cf. equations 8.15-8.18), o its

linearization will be aknown function f(z,,) of the IOP coefficient derivatives z, .

With the help of the above auxiliary definitions, equation (8.44) can now be written as:

LIR; (Lo ] = LiRu(L, )IQy (7. 7,) +
Rl(Ln’ n)an(m/n) +
M/nEn(m/n) nk +

n( n)[Fnk(m/n)VVn + En(m/n)undnk]

(8.49)
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8.4.2 Surface Property Linearization

Let /7 be a surface property for which we wish to find the weighting function. In our case,
h is either the abedo for a Lambertian surface or the wind speed for an ocean sun glint

surface. We define the surface linearization operator as follows:

L,° (8.50)

The atmospheric profile IOPs do not depend on /A, so atmospheric scattering source terms
will have no derivatives with respect to this variable. Thus, linearization of reflection
matrices with respect to /2 will propagate upward from the derivatives of the surface

BRDFs with respect to /. The linearized surface boundary condition can be written as:

L,[R(0;- mmQ) = L,[R7 (- mnQ}; (8.51a)
L,[R{(0;- mom)] = L,[Ry.(- nOm)]; (8.51b)
L,[R1s(0;- mmQ) = L,[R7 (- mn8Y; (8.51c)
L,[R{5(0;- m@om)] = L,[Rg (- mOm)] ; (8.51d)
L,[R3.(0;- mm)] =0; (8.51€)
L,[R™.(0;- mm)] = 0; (8.51f)

Li[R.(0; o)l = L[RG( o)l (8.51g)
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For a Lambertian surface, all the above derivatives would be identically zero except for
the (1,1) eements of L,[R; (0;- mmB], L,[R;.(0;- m@m)] and L,[R,(0; ,)] (these

areequal to 1).

For the sun glint case (for which / is the wind speed W), we must first differentiate the

Gaussian probability distribution of wave facet slopes and the shadow term in equations
(8.37) and (8.39) with respect to the mean square of the slopess®. Chain-rule

differentiation using the empirical linear relation between and s* and W (equation (8.38))

furnishes the correct linearization.

85 The 20S Model: Performance Considerations and

Validation

A number of optimizations have been used to increase the speed and accuracy of the 20S
numerical RT code. First, the Fourier coefficients of the phase matrix are computed using
the expansion coefficients of the scattering matrix and generalized spherical functions [de
Haan, Bosma and Hovenier, 1987]. This is much faster and more accurate than
integrating over the azimuth. Second, we perform an exact first order of scattering using
all the expansion coefficients; the second order of scattering then uses the Fourier
coefficients computed with the first L+ 1 expansion coefficients, where L is the number of
half-space quadrature streams. This technique substantially reduces the computational

burden. Third, quantities that do not depend on the Fourier component (such as
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Y(t,,;m+/)) ae caculated outside the Fourier loop. Fourth, second-order

calculations only require the Fourier coefficients of the phase matrix to be evaluated for
four sets of directional cosines: (- n,- n®, (- n,n®, (- mMem) and (M), where nN©

indicates a quadrature value. This reduces the number of floating point operations by

about Y4L. For unpolarized incident light (such as sunlight), Stokes parameters| and Q do

not depend on the sine component of the second-order reflection matrix Rj. Thus, RY

iscaculated only if U or V needs to be computed. Finally, specia limiting cases (such as
small layer optical thickness, zenith angles close to 0°, and zenith angles very close to
each other or to quadrature angle values), are handled using appropriate Taylor series

expansions.

To validate our code, we took the five-layer model from Kawabata and Ueno [1988] and
reproduced the Fourier coefficients of the reflection function due to the first two orders of
scattering as shown in Table 1l of that reference. The published results are in fact
erroneous, and this was corroborated by the authors in a private communication. The new

results using our method are presented in table 8.1.

The results for al orders of scattering were obtained using a doubling-adding vector RT
code [de Haan, Bosma and Hovenier, 1987]. The results produced with the expressions
given in this paper are reasonable in view of the fact that the sum of the contributions
from the first two orders of scattering become increasingly close to those for all orders of

scattering as we go to the higher-order Fourier terms.
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Table 8.1. Fourier coefficients of the reflection function for the 5-layer problem from

Kawabata and Ueno [ 1988]
m All Orders 1%+2" Orders
0 1.16205(0)2 2.64969(-1)
1 -1.15467(-2) -1.14072(-2)
2 6.78485(-4) 6.76188(-4)
3 -4.75188(-5) -4.74920(-5)
4 5.88287(-6) 5.88180(-6)

2T0o beread as 1.16205x10°

For the linearizations, al scalar intensity and reflection matrix analytic derivatives were
validated by comparing them against derivative estimates using finite difference
techniques. Further validation tests were carried out against afull vector model for the O,

A band application; these are described in the next section.

8.6 Application to Reflected Sunlight Measurements in the O,

A Band

The O, A band is used in remote sensing to retrieve surface pressure [O’Brien, English

and da Costa, 1997; O'Brien et d., 1998] and cloud top height [Koelemeijer et al., 2001,
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Kuze and Chance, 1994; O’ Brien and Mitchell, 1992; Rozanov and K okhanovsky, 2004,
Rozanov, Kokhanovsky and Burrows, 2004]. We computed the intensity correction and
Stokes parameter Q at TOA for various geometries at gas absorption optical depths of
3.36x10°3, 1.0 and 464.0 (representing the continuum, optical depth unity and center of a
strong line, respectively). The aerosol extinction and Rayleigh scattering optical depths
were 0.12 and 0.025, respectively. We used an 11-layer atmosphere, with the altitudes
and level temperatures corresponding to the US Standard Model Atmosphere [1976]. The

atmosphere is bounded below by a Lambertian reflecting surface with albedo 0.3.

The gas absorption cross sections for the above calculations were computed assuming a
Voigt line profile, with spectroscopic data taken from the HITRAN 2004 database
[Rothman et al., 2005]. A constant value of 0.2095 was used for the O, vmr. The
Rayleigh scattering cross section was computed using the following standard equation

[van de Hulst, 1957]:

_24p° (n*- 1% 6+3r

- 1 8-52
" /'N?(n*+2)%6-T7r (852)

where 5., /, N, nand r are, respectively, the Rayleigh scattering cross section per

molecule, the wavelength (in microns), the molecular density, the refractive index and the

depolarization factor (set to 0.0279 for air [ Y oung, 1980]).

The tropospheric aerosol was chosen to correspond to the climatological mixing group 4a
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of Kahn, Banerjee and McDonald [2001], which is typical of much of North America.
For the stratosphere (top 5 layers), a 75% solution of H,SO, was assumed with a
modified gamma size distribution [World Climate Research Programme, 1986]; the
complex refractive index of the sulfuric acid solution was taken from the tables of Palmer
and Williams [1975]. Single scattering properties for the spherical-particle aerosols (such
as sulfates and carbonaceous aerosols) were computed using a Mie scattering code [de
Rooij and van der Stap, 1984] that generates coefficients for the expansion in generalized
spherical functions. Accumulated and coarse dust properties were obtained using a T-

matrix code [Mishchenko and Travis, 1998]. A scale height of 1 km was assumed.

We compared our results with those obtained using a full multiple-scattering discrete
ordinate vector RT code [Spurr, 2006]. Figures 8.1 and 8.2 show, respectively, the
reflectance spectrum and the error using the 20S model. The solar, viewing and relative
azimuth angles are 50, 30 and 60 degrees respectively. The pseudospherical
approximation was employed for the calculations. Clearly, the results using our model are
exact in the line cores and most inaccurate (~30% error in the Stokes parameter Q) in the
continuum. However, the continuum is a region dominated by multiple scattering and
polarization is least significant there. This suggests that, while the 20S model may not
always provide Stokes parameter Q with sufficiently high accuracy, the polarization

( Q/N), or one of its orthogonal components (I Q), can be obtained very accurately.

We tested this hypothesis for various solar zenith angles from 10 to 80 degrees, viewing

angles 0 and 60 degrees, azimuth angles 0 and 90 degrees and surface abedos 0.05 and
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0.5. Figures 8.3(a) and (b) show the errors in the intensity and the component of radiance
polarized perpendicular to the principa plane, (I Q)/2 (hereafter referred to as the
polarized radiance), for nadir viewing and surface albedo 0.05. The upper panels in these
plots show the errors using the 20S model, while the lower panels show errors using the
scalar approximation. As the solar zenith angle increases, the scattering angle increases,
hence the polarization increases and the errors are larger. Also, at small solar zenith
angles, the errors in the polarized radiance (using the 20S model) go from larger in
regions of small gas absorption (continuum) to smaller in regions of high gas absorption
(line cores). Thisis because in the continuum there is multiple scattering while in the line
cores the atmosphere is opaque and what we see is primarily single scattering in the
upper atmosphere. However, the reverse behavior is seen at very high solar zenith angles.
Here, the high scattering angle contributes to increased scattering in the line cores, while
increased attenuation of the solar beam decreases the contribution from the surface in the

continuum.

Figures 8.4-8.6 show the same errors for different viewing geometries and surface
albedos. It is clear that higher surface albedos give rise to smaller errors. An interesting
feature for non-nadir viewing geometries is that we need to consider rotation angles (to
transform from the solar and viewing planes to the scattering plane). The rotation angles
go from below 90° at low solar zenith angles to above 90° at high solar zenith angles,
causing a reversal in the sign of polarization; the radiation goes from being
predominantly s-polarized to p-polarized. The improvement using the 20S model is

evident in all the plots, especidly for the polarized radiance, where there is an order of
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magnitude reduction in the errors.

Figure 8.1. TOA reflectance spectrumin the O, A band. (Upper panel) Siokes parameter
I; (Lower panel) Stokes parameter Q. The solid lines represent vector multiple-scattering
calculations. The dashed line for the Stokes parameter | is the sum of the intensity
correction from the 20S model and the scalar intensity. For the Stokes parameter Q, the
dashed line represents the results from 20S computations. The solar, viewing and

relative azimuth angles are 50, 30 and 60 degrees respectively.
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Figure 8.2. Relative errors (%) using the 20S model. (Upper panel) Sokes parameter |;

(Lower panel) Stokes parameter Q. The error in the Sokes parameter | isthe difference

between the sum of the intensity correction from the 20S model and the scalar intensity,
and the intensity from a full vector multiple-scattering calculation. The solar, viewing

and relative azimuth angles are 50, 30 and 60 degrees respectively.
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Figure 8.3(a). Errorsin the intensity using the 20S model (upper panel) and scalar

model (lower panel) for nadir viewing scenario with surface albedo 0.05.
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Figure 8.3(b). Errorsin the polarized radiance for the same scenario asin figure 8.3(a).
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Figure 8.4(a). Same asfigure 8.3(a) except that the surface albedo is 0.5.
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Figure 8.4(b). Same as figure 8.3(b) except that the surface albedo is 0.5.
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Figure 8.5(a). Same asfigure 8.3(a) except that the viewing angle is 60 degrees and the

azimuth angle 90 degrees.
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Figure 8.5(b). Same asfigure 8.3(b) except that the viewing angle is 60 degrees and the

azimuth angle 90 degrees.
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Figure 8.6(a). Same as figure 8.5(a) except that the surface albedo is 0.5.
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Figure 8.6(b). Same as figure 8.5(b) except that the surface albedo is 0.5.

The accuracy of the weighting functions with respect to gas absorption optical depth was
investigated for several solar zenith angles (figure 8.7) and optical depths (figure 8.8).
The surface albedo was assumed to be 0.3 and nadir viewing geometry was employed. In
figure 8.7, the solid, dotted and dashed lines refer to solar zenith angles 10, 40 and 70
degrees respectively. In figure 8.8, they denote gas absorption optical depths 4.55, 1.07
and 0.01 respectively. From upper |€eft to lower right, the different panels represent errors
in the weighting functions for the intensity using the 20S and scalar models and
polarized radiance using the same models. Clearly, the 20S model gives an order of

magnitude (or more) reduction in the errors.
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Figure 8.7. Errorsin the weighting functions with respect to gas absor ption optical depth
for the intensity using the 20S (upper left panel) and scalar models (upper right panel)
and the polarized radiance using the same models (lower panels). The solid, dotted and
dashed linesrefer to solar zenith angles of 10, 40 and 70 degrees respectively. The gas

absorption optical depthis 1.07.
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Figure 8.8. Same asfigure 8.7 except that the solar zenith angle is 40 degrees. The solid,
dotted and dashed lines refer to gas absorption optical depths of 4.55, 1.07 and 0.01

respectively.

Similar tests were done for ocean glint scenarios using two wind speeds (4 m/sin figure
8.9 and 8 m/sin figure 8.10). The difference between this case and the Lambertian one is
that the ocean surface is highly polarizing. In some cases, the polarization due to the
surface can be higher than that due to atmospheric scattering (see, e.g., lower panels in
figures 8.3(b) and 8.9(b)). Increasing wind speed is analogous to decreasing surface

albedo; errors are thus larger at higher wind speeds. Figures 8.11 show the weighting
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functions for the intensity (upper panels) and polarized radiance (lower panels) with
respect to the wind speed. The gas absorption optical depth is 0.01, 1.07 and 4.55 in
Figures 8.11 (a), (b) and (c), respectively. Except for the largest solar zenith angle, the
20S model gives results very close to those from a full vector multiple-scattering

cdculation.

Figure 8.9(a). Same as figure 8.3(a) but with results for an ocean sun glint scenario with

wind speed of 4 my/s.
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Figure 8.9(b). Same as figure 8.3(b) but with results for an ocean sun glint scenario with

wind speed of 4 my/s.
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Figure 8.10(a). Same as figure 8.9(a) except that the wind speed is 8 nvs.
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Figure 8.10(b). Same as figure 8.9(b) except that the wind speed is 8 m/s.
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Figure 8.11(a). Errorsin the weighting functions with respect to wind speed for the
intensity using the 20S (upper left panel) and scalar models (upper right panel) and the
polarized radiance using the same models (lower panels). The solid, dotted and dashed

lines refer to wind speeds of 4, 8 and 12 nvs respectively. The gas absorption optical

depthis 0.01.
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Figure 8.11(b). Same as figure 8.11(a) except that the gas absorption optical depthis

1.07.
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Figure 8.11(c). Same asfigure 8.11(a) except that the gas absorption optical depthis

4.55.

Finally, the effect of sphericity was investigated by increasing the solar zenith angle close
to 90 degrees. Figures 8.12 (a) and (b) show the errors in the intensity and polarized
radiance for nadir viewing and surface albedo 0.3. The upper panel in these plots shows
the errors using the 20S model and the lower panel shows the errors using the scalar
approximation. The 20S model gives excellent results up to a solar zenith angle of about

80 degrees.
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Figure 8.12(a). Same as figure 8.3(a) except that the surface albedo is 0.3. The solid,
dotted and dashed lines refer to gas absorption optical depths of 4.55, 1.07 and 0.01,

respectively. The effect of sphericity is being tested here.
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Figure 8.12(b). Same as figure 8.3(b) except that the surface albedo is 0.3. The solid,
dotted and dashed lines refer to gas absorption optical depths of 4.55, 1.07 and 0.01,

respectively. The effect of sphericity is being tested here.

8.6 Concluding Remarks

We have developed a polarized RT model to calculate the reflection matrix for the first
two orders of scattering in vertically inhomogeneous, scattering-absorbing media. Solar
beam attenuation has been treated for a curved spherical-shell atmosphere. In addition,

the model computes a scalar-vector intensity correction induced by polarization. This
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correction is intended for use in conjunction with the results from a scalar multiple-
scattering calculation to approximate the full Stokes-vector intensity with polarization
included. We have also performed a complete analytic differentiation (linearization) of
the RT equations, allowing the model to deliver weighting functions with respect to any

atmospheric or surface parameters.

Intensity results have been compared with those from Kawabata and Ueno [1988] for
scalar intensity, and against vector output from Hovenier [1971] for a homogeneous
plane-parallel atmosphere. We have also performed backscatter simulations of reflected
sunlight in the O, A band for avariety of geometries, and compared our results with those
from a full vector multiple-scattering code [Spurr, 2006]. The effects of gas absorption
optical depth, solar zenith angle, viewing geometry, surface albedo and wind speed (in
the case of ocean glint) on the intensity, polarized radiance and respective weighting
functions have been investigated. In all cases, the 20S model provides a reliable and

accurate correction to the intensity field and aassociated weighting function derivatives.

It is worth noting that the 20S computation is two orders of magnitude faster than a full
vector calculation and adds only about 10% CPU overhead to a multiple-scattering scalar
intensity calculation. This consideration is important for operational retrievals based on
ab initio forward model RT simulations. It can enable accurate polarized-light
simulations to be made without the use of a prohibitively slow full Stokes vector

computation, or the use of an intensity correction lookup table.
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Appendix

Linearization of the second order contributions to the reflection matrices follows the

principleslaid down in Section 8.4.

We consider the cosine contributions first. Eq. (8.29a) can be rewritten as.

RY.(Loyi- mm) = RZ (Ly:- mm)Q,(m/ ) +
Ww.

1
2 P m V(- dre
o e (- m- MgV (- nom)

0

w,

n

o P (- m- n@V7' (- momg) dn@® : (8.A1)
Wl m
o V3 (- mn@P(n®mng) dne

0
Wil !

o Va'(- mmgR;(nrm) dno

0

The Fourier components of the phase matrices can be expressed in terms of input

expansion coefficients By (cf. Egs. (8.20)), so their linearizations will be known

functions of the coefficient derivatives z,. We express this as follows:

LIP" =9"(z,)d, ° Gn; (8.A29)

Lk[Psm] = jm(znl)dnk © ‘]nmk' (8.A2b)
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Now we differentiate Eq. (8.A1) to yield:

LIRZ(L.i- mm)] = LIRS (L,;- mm)IQ,(m/ )+
R?,C(Ln;_ mng)an(m/n) +
1 1

Pys Vi"(- mom)[w,G R (- m- m®+u,a, Pl (- m- nQ]dn®
0

1 1
Py W[ (- mom)w, P (- m- n@dn®
’3 V(- mBlwGT. (m8np) + u,d, P (ng)] dn
) 5
Eﬂ ?Tnk (_ m”@'/’/rPcm(”@%) dne

0

ank V(- m P (o) dre

L VI I me e, d, P - o
R 5

Eys Wz",“nk(- mem)w,Pl (- m- n@dn®

Lo e m w35, (mom) + u,dl, P )] dr

2, (8.A3)

/ m
Eﬂ ank(- m nw, P () dme

W;”k VI'(- m P (mong) dm

0

The only new quantities to be determined are the linearizations:

LU I VA (8.A43)

W, © LIV, (8.A4b)
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W;nk ° L [V3;

W‘Tnk © Lk[VF] .
We evauate the following quantities first:

n~'nk n* nk

Lk[Qn(”©/n)] =- Qn(”@n)[()(@/n)v dy +D,s ] ° an(”©/n);

Lk[Qn(m/n)]:_Qn(m/n)[(ml-'-/n)\/d +D,s ]0 an(m/n)l

n*~'nk n*~ nk

LIQ,(mx§] = - Q,(mxQI(m* + xq,a, ] ° H, (mxQ;
From Egs. (8.24), (8.43a) and (8.A5), we derive the following:

Lk[F (Ln+1; ml’ X©/ n)]

Ho ()= (1) )
= xXem ,

(t,- t)H (M), x& m
© Gf}k(ml'X@/n)

L[F (Lo XS, mH)]

Hy(mx@- H, (m/,) ) snkF(Ln+1;X©/n’ml)’X©/
/,- X© /. - x© "

(th- t)HL (M), Xx& [,

° G.(x¢/,,m")

Further, we note that:

(8.A4c)

(8.A4d)

(8.A5q)
(8.A5b)

(8.A50)

(8.A63)

(8.A6h)
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_ Mm@, (mxQ, _
Lk[En(qu - 4(m1+x© Fnk(mx©r

— X@nk _ X@nsnk _ _
LIE®I = s aoer e & Q)
X@ank(n@n)

A(x@/ )
_ (X)su(@- Q8 ,)  x@H, (78 )
4(x@/ )2 4(x@/ )

° nk(”@n)

Egs. (8.26) and (8.27) can now be differentiated to obtain:

L[RYG (Lysssi- mmQ) = LR (L,;- mmIQ,(mx@+
RIc(Ly- mmOH , (mxQ@+

WE (mxQG L (- mm+

P (- mnm[F, (mxQw, + E (mxQu,ad,]

(e} m
S3,nk

LRLc(Lyuss- m@m)] = LR (Lyi- mm)1Q, (€Y ) +
R (L mMOm)H,, (n&Y ) +

w, B,(meY )G (- mom) +

P (- momg)[F, (&Y Yw;, + E,(m§Y )u,a),]

° S

LRs (Lo mmQ) = LR (L,;- mmIQ,(mxP+
RY(Lyi- mn@H , (mx@+

W,E,(mx@Jg (- mmd+

P"(- mn@IF, (mxQw, + E,(mxQu,d,]

o cm
S4,nk

(8.A7a)

(8.A7h)

(8.A83)

(8.A8h)

(8.A8c)
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LRTs(Lyas- m0m)] = LR (Ly- mm)]Q, (%Y ) +

RIs(Lys- m@m)H,, (m8) ) +

w, B, (n&Y )5 (- nemg) + : (8.A8d)
P (- mom)[F, (&Y w, +E (n% )u.d,]

o cm
S2,nk

The above expressions can be used to evaluate the quantitiesin Egs. (8.A4):

W (- 71873) = G (1, XY )RI (L - 118mg) +
SlnkF(Ln+1 m X@ )+
{on (- momyw, +Pr(- nem)u,d,}

)f(?En(m/n) _ X@n F (Ln+l; ml,X@n) +
m- x@®/, Ax@/,)

(8.A93)

P (- nem)w,

X©Fk(m/ ) X©En(m/n)snk _ X@nk F(L .ml X@/ )+

mt x®/, m' (x@/, )2 4(x@/ )

x@nsnk mt. mt.
W, (- mom) = Gy (m*,x¢Y )RT(L,;- mom) +
SZmnkF(Ln+l /77 X©/ )+
{an - mem)w, + P2 mom)u.d)

x©En(m/n)_ X@, o

m' x@l, 4(x@/n)F(L“”’m ) (8.A%b)

P (- mom)w,
X©Fk(m/ ) X©En(m/n)snk _ X@nk
m' x®/, m*  (x®/,)? 4(x@/ )

DuSuc (L mt xel,) - GL (", xeY,)

Ax®@/ )? 4(x @/ ")

F (L, m XQY )+
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W (- mn= Q?k(X@n:ml)Rfc(Ln;' mm+

Sy F (Lois XQF , m*) +

{en (- mmw, +Pr(- mmu.a,}
XCE(m/,) X'

l, x®em' 4x@m")

Pcm(_ m”@/’/n
- X@ﬂk En(m/n) +i(g:nk(m/n) _ X@ﬁl
I: xem' /|, x@m' 4x@m

n

(Ln+]_;x©/n|ml) +

1) qlzk(X@n’ml)

W‘Tnk(_ m”@: c%zk(X@n!ml)Rfs(Ln;' /7?/7@‘*'
ngnkF (Ln+1; X©/n| ml) +
{om.(- mmgw, +P2(- mngu.d,}
XCE(m/,) _xan'
l, x®@m* 4x@m")
P(- mmw,
- X@nk En(m/n) +L©:nk(m/n) _ X@ﬁl
12 xem' [, xem' 4xem

(L XQ/ ,m*) +

Ghzk(X@/n' ml)

n

The sine terms can be similarly evaluated. We obtain:

(8.A9¢)

(8.A9d)
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LIRS (Losysi- mm)] = LIRS (L;- mm)IQ,(m/ ) +
R;S(Ln;_ mng)an(m/n) +
1 1

> V(- mom)[w,Gr (- m- md+u,.d, P (- m- ng]dn®
0

N W R - - s
V(- mn@w,dy (mom) +u,a, P (mom)] dmd

2

1¢

2 0

/ l

En ?Tnk(_ mn@WnPSm(”@ng) dn®
0

Wj'* V(- m QP (n©ng) did

0

1t
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This completes the linearization for the vector reflection matrices. Now we consider the

cosine-only contribution required for the intensity correction. Defining:

S © LR (L~ m0m)]; (8.A11a)

Sink © LR (Lygs- mm8Y; (8.A11h)



243

W © LVl (8.A110)

W © L[Vs], (8.A11d)

we get therelations:

S = LIR(Ly;- n©mg)1Q, (%Y ) +

R (Ly;- mOm)H, () ) +

w, E,(n%Y )G (- mong) +

R (- momg)[F, (m&Y Jw;, + E,(m8Y )u,a)]

(8.A12a)
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where G} isthe(1,1) element of G} .

We aso obtain the following relation for the Fourier component, Ry, of the scalar

reflection function:
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Finally, Egs. (8.32), (8.A3) and (8.A13) can be used to calculate the linearization of the

Fourier components of the intensity correction at TOA:

Lk[lc?:)rr (tN+1)] = Lk[R;c([Nﬂ;- /71/73)] |(1,1) - Lk[RZm(tN+1;_ m”@)] . (8-A14)
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Abstract

In the previous chapter, we introduced a novel technique to compute the polarization in a
vertically inhomogeneous, scattering-absorbing medium using a two orders of scattering
RT mode. The 20S computation is an order of magnitude faster than a full multiple-
scattering scalar calculation and can be implemented as an auxiliary code to compute
polarization in operational retrieval algorithms. In this chapter, we employ the 20S
model for polarization in conjunction with the scalar RT model Radiant to simulate
backscatter measurements in NIR spectral regions by space-based instruments such as
that on OCO. Computations are performed for 6 different sites and 2 seasons,
representing a variety of viewing geometries, surface and aerosol types. The aerosol
extinction (at 13000 cm™) was varied from 0 to 0.3. The radiance errors using the
Radiant/20S (R-20S) RT model are an order of magnitude (or more) smaller than errors
arising from the use of the scalar model alone. In addition, we perform a linear error

analysis study to show that the errorsin X, using the R-20S model are much lower

than the “measurement” noise and smoothing errors appearing in the inverse model. On

the other hand, we show that use of the scalar model aloneinduces X, errorsthat could

dominate the retrieval error budget.
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9.1 Introduction

Satellite measurements have played a major role in weather and climate research for the
past few decades, and will continue to do so in the future. For most remote sensing
applications, interpretation of such measurements requires accurate modeling of the
interaction of light with the atmosphere and surface. In particular, polarization effects due
to the surface, atmosphere and instrument need to be considered. Aben et al. [1999]
suggested the use of high spectral resolution polarization measurements in the O, A band
for remote sensing of aerosols in the Earth’s atmosphere. Stam et al. [2000] showed that
for polarization-sensitive instruments, the best way to minimize errors in quantities
derived from the observed signal is by measuring the state of polarization of the observed
light simultaneously with the radiances themselves. Hasekamp, Landgraf and van Oss
[2002] demonstrated the need to model polarization effects in ozone profile retrieval
algorithms based on moderate-resolution backscattered UV sunlight measurements. Jiang
et a. [2004] proposed a method to retrieve tropospheric ozone from measurements of

linear polarization of scattered sunlight from the ground or from a satellite.

Typicaly, trace gas retrieval agorithms neglect polarization in the forward model RT
simulations, mainly because of insufficient computer resources and lack of speed. This
can result in significant loss of accuracy in retrieved trace gas column densities,
particularly in the UV, visible and NIR spectra regions, because of appreciable light

scattering by air molecules, aerosols and clouds. It has been shown that neglecting
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polarization in a Rayleigh scattering atmosphere can produce errors as large as 10% in

the computed intensities [Lacis et al., 1998; Mishchenko, Lacis and Travis, 1994].

The inclusion of polarization in forward modeling has been handled by methods such as
the use of lookup tables [Wang, 2006], or the combination of limited polarization
measurement data with interpolation schemes [Schutgens and Stammes, 2003]. Such
methods have been implemented with reasonable success for certain applications.
However, there are situations where the required retrieval precision is very high, so that
such simplifications will fail to provide sufficient accuracy. For instance, it has been
shown that retrieving the sources and sinks of CO, on regional scales requires the column
density to be known to 2.5 ppm (0.7%) precision to match the performance of the
existing ground-based network [Rayner and O®@rien, 2001] and to 1 ppm (0.3%) to
reduce flux uncertainties by 50% [Miller et al., 2007]. Recent improvements in sensor
technology are making very high precision measurements feasible for space-based remote
sensing. Clearly, there is a need for polarized RT models that are not only accurate
enough to achieve high retrieval precision, but also fast enough to meet operational

requirements regarding the rate of dataturnover.

In chapter 8 [Natrg and Spurr, 2007], we presented the theoretical formulation for the
simultaneous computation of TOA reflected radiance and the corresponding weighting
function fields using a two orders of scattering RT model. In this paper, we apply the
20S polarization model in conjunction with the full multiple-scattering scalar RT model

Radiant [Benedetti, Gabriel and Stephens, 2002; Christi and Stephens, 2004; Gabriel,
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Christi and Stephens, 2006; Spurr and Christi, 2007] for the simulation of polarized
backscatter measurements | = (I, Q, U, V) in the spectral regions to be measured by the
OCO mission [Crisp et al., 2004]. The purpose of the 20S model is to supply a correction
to the total scalar intensity delivered by Radiant, and to compute the other elements (Q,
U, V) in the backscatter Stokes vector. The 20S model provides a fast and accurate way
of accounting for polarization in the OCO forward model. The R-20S combination
model thus obviates the need for prohibitively slow full vector multiple scatter

simulations.

The R-20S scheme is a simplification of the forward model. For the OCO retrieva error

budget, it is important to quantify the errorsin X, and ancillary state vector elements

such as surface pressure induced by this forward model assumption. The magnitude of
the forward model errors are established as the differences between total backscatter
radiances from the R-20S forward model and those cal culated by means of the full vector
RT model VLIDORT [Spurr, 2006]. In order to ensure consistency, we note that the
Radiant model as used in the OCO retrieval algorithm has been fully validated against the
scalar LIDORT code [ Spurr, Kurosu and Chance, 2001; Spurr, 2002] and also VLIDORT
operating in scalar mode (polarization turned off); this validation is discussed in Spurr

and Christi [2007].

This chapter is organized as follows. In section 9.2, we give a brief description of the
20S model. In section 9.3 we describe the test scenarios and introduce the solar and

instrument models. The spectral radiance errors are analyzed in section 9.4. In section 9.5
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we study the usefulness of the R-20S model for CO; retrievals by calculating X,

errors using alinear sensitivity analysis procedure. We conclude with an evaluation of the

implication of these results for the OCO mission in section 9.6.

9.2 The 20S Model

Multiple scattering is known to be depolarizing [Hansen, 1971; Hansen and Travis,
1974]. It follows, then, that the maor contribution to polarization comes from the first
few orders of scattering. Ignoring polarization leads to two types of error. The first kind
is due to the neglect of the polarization components (Q, U, V) of the Stokes vector. The
second, and subtler, type of errorsisthat the scalar intensity is different from the intensity
with polarization included in the RT calculation. The significance of the second kind of
error is that even if the instrument is completely insensitive to polarization, errors would

still accrue if polarization is neglected in the RT model.

A single scattering RT model provides the simplest approximation to the treatment of
polarization. However, for unpolarized incident light, polarization effects on the intensity
are absent in this approximation. Hence, the second type of errors mentioned above
would still remain unresolved with this approximation. RT models with three (and
higher) orders of scattering give highly accurate results, but involve nearly as much
computation as that required for a full multiple-scattering treatment (see, e.g., Kawabata

and Ueno [1988] for the scalar three-orders case). The 20S treatment represents a good
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compromise between accuracy and speed when dealing with polarized RT.

In our 20S model, the computational technique is a vector-treatment extension (to
include polarization) of previous work done for a scalar model [Kawabata and Ueno,
1988]. Full details of the mathematical setup are given in chapter 8 [Natrgj and Spurr,

2007]. The following relation summarizes the approach:

+ QZOS (9 1)

where |, Q, U and V are the Stokes parameters, and subscripts sca and 20S refer
respectively to a full multiple-scattering scalar RT calculation and to a vector
computation using the 20S model. | is the scalar-vector intensity correction computed
using the 20S model. Note that the 20S calculation only computes correction terms due
to polarization; a full multiple-scattering scalar computation is still required to compute

the intensity.

The advantage of this technique is that it is fully based on the underlying physics and is
in no way empirical. If the situation is such that two orders of scattering are sufficient to
account for polarization, this method would be exact. There are some situations, such as
an optically thick pure Rayleigh medium or an atmosphere with large aerosol or ice cloud

scattering, where the approach will fail. However, for most NIR retrievas, thisislikely to
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be a very accurate approximation. Validation of the 20S model has been done against
scalar results for an inhomogeneous atmosphere [Kawabata and Ueno, 1988] and vector
results for a homogeneous atmosphere [Hovenier, 1971]. In chapter 8 [Natrg and Spurr,
2007], we performed backscatter simulations of reflected sunlight in the O, A band for a
variety of geometries, and compared our results with those from the VLIDORT model. In
these simulations, the effects of gas absorption optical depth, solar zenith angle, viewing
geometry, surface reflectance and wind speed (in the case of ocean glint) on the intensity,
polarization and corresponding weighting functions were investigated. Finally, we note
that the 20S model is completely linearized, i.e., the weighting functions or Jacobians
(analytic derivatives of the radiance field with respect to atmospheric and surface

properties) are simultaneously computed along with the radiances themselves.

9.3 Simulations

In this work, we use the spectral regions to be measured by the OCO instrument to test
the 20S model. This includesthe 0.76 um O, A band, and two vibration-rotation bands of
CO; at 1.61 um and 2.06 um [Kuang et a., 2002]. 6 different locations and 2 seasons
were considered for the simulations (see figure 9.1 for geographical location map). These
6 sitesare al part of the ground-based validation network for the OCO instrument [Bésch
et a., 2006; Crisp, Miller and DeCola, 2006; Washenfelder et a., 2006;]. For each
location/season combination, 12 tropospheric aerosol loadings were specified (extinction

optical depths 0, 0.002, 0.005, 0.008, 0.01, 0.02, 0.03, 0.04, 0.05, 0.1, 0.2, 0.3 at 13000
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cm?). Details of the geometry, surface and tropospheric aerosol types for the various

scenarios are summarized in table 9.1.

-

Figure 9.1. Geographical location map of test sites. The color bar denotes X, for Jul 1

(12 UT) calculated using the MATCH/CASA model [ Olsen and Randerson, 2004] . The
coordinates of the locations are as follows: Ny Alesund (79° N, 12° E), Park Falls (46°
N, 90° W), Algeria (30° N, 8° E), Darwin (12° S 130° E), South Pacific (30° S, 210° E)

and Lauder (45° S 170° E).
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Table 9.1. Scenario description

Solar Zenith Surface Type Aerosol Type
Angle (degrees)
AlgeriaJdan 1 57.48 Desert (0.42,0.5,0.53) Dusty Continenta (4b)
Algeriadul 1 21.03 Desert (0.42,0.5,0.53) Dusty Continental (4b)
Darwin Jan 1 23.24 Deciduous Dusty Maritime (1)
(0.525,0.305,0.13)
Darwin Jul 1 41.44 Deciduous Black Carbon
(0.525,0.305,0.13) Continental (5b)
Lauder Jan 1 34.22 Grass (0.47,0.3,0.11) Dusty Maritime (1a)
Lauder Jul 1 74.20 Frost (0.975,0.305,0.145) Dusty Maritime (1b)
Ny Alesund Apr 80.77 Snow Dusty Maritime (1b)
1 (0.925,0.04,0.0085)
Ny Alesund Jul 1 62.43 Grass (0.47,0.3,0.11) Dusty Maritime (1b)
Park Falls Jan 1 72.98 Snow Black Carbon
(0.925,0.04,0.0085) Continental (5b)
Park Falls Jul 1 3111 Conifer Dusty Continenta (4b)
(0.495,0.235,0.095)
South Pacific Jan 24.62 Ocean (0.03,0.03,0.03) Dusty Maritime (1)
1
South Pacific Jul 58.84 Ocean (0.03,0.03,0.03) Dusty Maritime (1b)
1

Note: The surface reflectance in the O, A band, 1.61 um CO, band and 2.06 um CO;
band are given in parentheses after the surface type. For the aerosol types, the values in

parentheses are the mixing groups assigned by Kahn, Banerjee and McDonald [2001].
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The atmosphere comprises 11 optically homogeneous layers, each of which includes gas
molecules and aerosols. The 12 pressure levels are regarded as fixed, and the altitude grid
is computed recursively using the hydrostatic approximation. Spectroscopic data are
taken from the HITRAN 2004 line list [Rothman et al., 2005]. The tropospheric aerosol
types have been chosen according to the climatology developed by Kahn, Banerjee and
McDonald [2001]. The stratospheric aerosol is assumed to be a 75% solution of H,SO,4
with a modified gamma-function size distribution [World Climate Research Programme,
1986]. The complex refractive index of the sulfuric acid solution is taken from the tables
prepared by Palmer and Williams [1975]. For spherical aerosol particles, the optical
properties are computed using a polydisperse Mie scattering code [de Rooij and van der
Stap, 1984]; in addition to extinction and scattering coefficients and distribution
parameters, this code generates coefficients for the expansion of the scattering matrix in
generaized spherical functions (a requirement of all the RT models used in this study).
For non-spherical aerosols such as mineral dust, optical properties are computed using a
T-matrix code [Mishchenko and Travis, 1998]. The atmosphere is bounded below by a
Lambertian reflecting surface. The surface reflectances are taken from the ASTER
spectral library [1999]. Note that all RT models in this paper use a pseudo-spherical
approximation, in which all scattering is regarded as taking place in a plane-parallel
medium, but the solar beam attenuation is treated for a curved atmosphere. The pseudo-
spherical treatment is based on the average-secant approximation (see, e.g., Spurr

[2002]).

The OCO instrument is a polarizing spectrometer measuring backscattered sunlight in the
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O, A band, and the CO, bands at 1.61 um and 2.06 um [Crisp, Miller and DeCola, 2006;
Haring et a., 2004, 2005]. OCO is scheduled for launch in December 2008, and will join
NASA’s “A-train” aong a sun-synchronous polar orbit with 1:26 PM local equator
crossing time, about 5 minutes ahead of the Aqua platform [Crisp, Miller and DeCola,
2006]. OCO is designed to operate in three modes: nadir, glint (utilizing specular
reflection over the ocean) and target (to stare over a fixed spot, such as a validation site),
and has anominal spatial footprint dimension of 1.3 km ~ 2.3 km in the nadir mode. The
OCO polarization axis is adways perpendicular to the principa plane, so that the

backscatter measurement is, in terms of Stokes parameters, equal to I-Q.

In the OCO retrieval agorithm, the complete forward model describes all physical
processes pertaining to the attenuation and scattering of sunlight through the atmosphere
(including reflection from the surface) to the instrument. Thus, the forward model
consists of the RT model, a solar model and an instrument model. The R-20S RT model
computes a monochromatic TOA reflectance spectrum at a wavenumber resolution of
0.01 cm™; this is sufficient to resolve the individual O, or CO, lines in the OCO spectral
regions with ~2 points per minimum Doppler width. The OCO solar model is based on an
empirical list of solar line parameters which allows computation of a solar spectrum with
arbitrary spectral resolution and point spacing [Bosch et al., 2006]. The instrument model
simulates the instrument® spectral resolution and spectral sampling by convolving the
highly resolved monochromatic radiance spectrum with the ILS, and subsequently with a
boxcar function to take into account the spectral range covered by a detector pixel. The

ILS is assumed to be Lorentzian with FWHM 2.25 10° m, 4.016° 10° m and
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5.155" 10° m for the 0.76 m O, A band, 1.61 m CO, band and 2.06 m CO, band,

respectively.

9.4 Forward Model Uncertainties

For the three OCO spectra bands, figures 9.2-9.4 show the forward model radiance
errors caused by the R-20S model. Results are shown for July scenarios in South Pacific
(figure 9.2), Algeria (figure 9.3) and Ny Alesund (figure 9.4). These are scenarios with
low solar zenith angle and low surface reflectance, low solar zenith angle and moderate
surface reflectance, and high solar zenith angle, respectively. The errors in the O, A band,
the 1.61 um CO, band and 2.06 um CO, band are plotted in the top, middie and bottom
panels respectively. The black, blue, cyan, green and red lines refer to aerosol extinction
optical depths (at 13000 cm™) of 0, 0.01, 0.05, 0.1 and 0.3 respectively. In calculating
these errors, the “exact” radiance is taken to be that computed with VLIDORT. The

“exact” radiance spectrafor the July scenario in South Pacific are plotted in figure 9.5.

The plots reveal a number of interesting features. It is clear that the errors in the O, A
band are orders of magnitude larger than those in the CO, bands; this is not surprising,
since scattering is a much bigger issue in the O, A band. Further, the spectral error
behavior is different for the three cases. For low solar zenith angle and moderate to high
surface reflectance (figure 9.3), scattering first increases as gas absorption increases with

line strength; this is on account of the corresponding reduction in the amount of light
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directly reflected from the surface. With a further enhancement of gas absorption, a point
is reached where the effect of the surface becomes negligibly small, and any subsequent
increase in gas absorption leads to a reduction in the orders of scattering. As a
consequence, there is a maximum error in the intensity when the orders of scattering are
maximized. For Stokes parameter Q, this effect would not show up since there is no
contribution from (Lambertian) reflection at the surface. Further, for small angles, the
intensity effect dominates over the Q effect and the radiance errors show a maximum at
intermediate gas absorption. If the surface reflectance is reduced to a low level (figure
9.2), the effect of direct reflected light becomes very small, and the | and Q errors behave
similarly, with the result that the errors are maximized when gas absorption is a a
minimum. The same effect occurs if the solar zenith angle is increased (figure 9.4).
Increasing aerosol extinction reduces the surface contribution; hence, the spectral
behavior for high aerosol amounts is the same as that for low surface reflectance or high

solar zenith angle.

On the other hand, the errors (at constant gas absorption) increase with augmenting
aerosol extinction, except in the high solar zenith angle case (figure 9.4), where they
decrease at first and reach minimum values for certain low aerosol amounts. This special
case can be explained as follows. Small aerosol amounts have the effect of reducing the
contribution of Rayleigh scattering relative to aerosol scattering. The former is
conservative, while the latter is not. The net effect is that scattering is reduced. However,
at a certain point, the contribution from Rayleigh scattering becomes insignificant, and

further increase in aerosol extinction simply increases the overall scattering and the level
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of error.

Figure 9.2. Radiance errors using the R-20S model for South Pacific in January. The
black, blue, cyan, green and red lines refer to aerosol extinction optical depths (at 13000
cmY) of 0, 0.01, 0.05, 0.1 and 0.3 respectively. The top, middle and bottom panels are for

the O, A band, the 1.61 um CO; band and the 2.06 um CO; band respectively.
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Figure 9.3. Same asfigure 9.2 but for Algeria in January.
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Figure 9.4. Same asfigure 9.2 but for Ny Alesund in April.



269

Figure 9.5. “ Exact” radiance spectra for South Pacific in January. The black, blue, cyan,
green and red lines refer to aerosol extinction optical depths (at 13000 cmi) of 0, 0.01,
0.05, 0.1 and 0.3 respectively. The top, middle and bottom panels are for the O, A band,

the 1.61 um CO, band and the 2.06 um CO, band respectively.

For the January scenarios (not plotted here), the spectral error behavior generally follows
the pattern discussed above. The only exception is Darwin (tropical Australia), where the
error initially decreases as aerosol is added, even though the solar zenith angle is small.
This is because Darwin has been assigned a continental aerosol type with significant

amounts of carbonaceous and black carbon components [Kahn, Banerjee and McDonald,
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2001], both of which are strongly absorbing. This has the effect of reducing scattering up

to the point where Rayleigh scattering is no longer significant.

The radiance errors caused by the scalar model have been investigated before [Natrg et
a., 2007]; it was shown that they can be as high as 300% (relative to the full vector
calculation). The corresponding errors introduced by the R-20S model are typically in
the range of 0.1% (see, e.g., figures 9.2 and 9.5). For the scenario in figure 9.2, spectral
radiance errors using only the scalar Radiant model (without 20S) are plotted in figure
9.6. It is immediately apparent that the errors from the scalar model are an order of
magnitude (or more) larger than those induced by the R-20S model. Further, the Radiant-
only errors primarily arise from neglecting the polarization caused by Rayleigh and
aerosol scattering; hence, they are sensitive to the particular type of aerosol present in the
scenario. For example, the errors in the O, A band decrease with an increase in
tropospheric aerosol for the Park Falls and Darwin July scenarios (not plotted here).
These cases are characterized by aerosols that polarize in the p-plane at the scattering
angles of interest, whereas Rayleigh scattering is s-polarized. In some cases (such as
Algeria in July), the error actually changes sign for large aerosol extinction. To a large

extent, the R-20S model removes this sensitivity to aerosol type.
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Figure 9.6. Same as figure 9.2 but for radiance errors using the scalar model.

9.5 Linear Sensitivity Analysis

From a carbon source-sink modeling standpoint, it isimportant to understand the effect of
the R-20S approximation on the accuracy of the retrieved CO, column. The linear error
analysis technique [Rodgers, 2000] can be used to quantify biases caused by uncertainties
in non-retrieved forward model parameters (such as absorption cross sections), or by
inadequacies in the forward model itself (such as the R-20S approximation). Here we

peform this linear error analysis using the inverse model in the OCO Level 2 retrievd
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algorithm [Bosch et al., 2006; Connor et a., 2008].

The retrieval agorithm iteratively adjusts a set of atmospheric/surface/instrument
parameters by aternate calls to a forward mode and an inverse method. The

measurement y can be simulated by aforward model f(x):

y=f(x,b)+ , (9.2

where x and b represent retrieved and non-retrieved forward model parameters,

respectively, and is the measurement noise.

In the OCO retrieval algorithm, the inverse method is based on optimal estimation
[Rodgers, 2000] and uses a priori information to constrain the retrieval problem. The a
priori data provide information about the climatological mean and expected variability of
the relevant quantities. Weighting functions describing the change of the “measured”
spectrum with respect to a change in the retrieved parameters are calculated analytically
by repeated calls to the linearized R-20S model. The OCO algorithm simultaneoudly fits
the spectra of the 3 absorption bands, and retrieves a set of 61 parameters for a 12-level
atmosphere. These retrieved elements consist of 4 vertical profiles (CO, vmr, H,O vmr,
temperature and aerosol extinction optical depth), as well as a number of other elements
including surface pressure, surface reflectance and its spectral dependence, spectral shift
and squeeze/stretch. Optimal estimation involves minimizing a regularized cost function

c?:
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c®=[y- TS,y - TOQ1+(x- %,)" S (X~ X,), (9.3)

where X, is the a priori state vector, S, is the a priori covariance matrix and S, is the
measurement error covariance matrix. The measurement errors are assumed to have no
correlation between different pixels, i.e., Se isadiagona matrix. The superscript T is the

transpose operator.

The column-weighted CO, vmr, X, , isgiven by:

Xeo, = h'x, (9.9

where h is the pressure weighting operator [Connor et al., 2008], whose elements are zero

for all non-CO; elements. Clearly, X, depends on the surface pressure and the CO;

vmr profile.

In the error analysis, we apply the OCO inverse model once to a set of simulated spectra
calculated assuming that the state vector is the truth, i.e., we assume that the iterative
retrieval scheme has already converged. The retrieval and smoothing errors and the gain
matrix are calculated by the retrieval agorithm. The smoothing error describes the error
in the retrieved parameters due to the limited sensitivity of the retrieval to fine structures
of atmospheric profiles. The analysis of smoothing errors requires knowledge about the

real atmospheric variability; we use an a priori CO, covariance that represents a total,
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global variability of 12 ppm to avoid over-constraining the retrieval [Connor et al., 2008].
Conseguently, the calculated smoothing errors will represent a global upper limit. For all
other retrieval parameters, ad hoc a priori constraints are used, with no cross-correlation

between different parameters.

Forward model errors are typically systematic and result in a bias Dx in the retrieved

parameters. This bias can be expressed as:

Dx = G DF, (9.5

where G is the gain matrix, that represents the mapping of the measurement variations
into the retrieved state vector variations, and DF is the vector of radiance errors made
using the R-20S model. Since OCO measures perpendicular to the principal plane, DF

has the following component at wavenumber 73 corresponding to the j™ detector pixel:

[OF], =(1(7))- Q0,) - (1)) - Que(1))) (9.6)

where the subscript vec refers to afull vector multiple-scattering calculation.

The X, errorsusing the R-20S model for the January and July scenarios are presented

in figures 9.7 and 9.8 respectively. These figures also show the corresponding errors in

surface pressure. With very few exceptions, the X, errors are very small and much
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below the OCO precision requirement of 1 ppm. Thisisin contrast to the observation that

ignoring polarization could dominate the error budget [Natrg et al., 2007].

Figure 9.7(a). (left) X, and (right) surface pressure errors using the R-20S model.

The top, middle and bottom panels are for Algeria and Darwin in January, and Ny

Alesund in April, respectively.
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Figure 9.7(b). (left) X, and (right) surface pressure errors using the R-20S model.

The top, middle and bottom panels are for Lauder, South Pacific and Park Fallsin

January, respectively.
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Figure 9.8(a). Same asfigure 9.7(a) but assuming that the only radiance error

contribution is fromthe O, A band.
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Figure 9.8(b). Same asfigure 9.7(b) but assuming that the only radiance error

contribution is fromthe O, A band.

To understand the error trend, we also plot the errors in X, and surface pressure

assuming that there is no radiance error in the CO, absorption bands (figures 9.9-9.10).

Xco, €rrors have contributions from errors in surface pressure and CO, vmr. The former

is primarily due to radiance errors in the O, A band, while the latter comes from
incorrectly evaluating the radiances in the 1.61 pm CO, band. There are also cross-

correlations between the two. It is evident from figures 9.7-9.10 that the X, errors

mirror the surface pressure errors for low aerosol amounts. This is to be expected since
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the maximum radiance errors are in the O, A band, as previously noted. As we increase
the aerosol extinction, the errors in the CO, bands start to become more significant. The
turnaround at large aerosol extinction optical depths is because of the competing effects
of surface pressure and CO, vmr errors. Also, as expected, there is an inverse correlation

between X, and surface pressure errors. The only exceptions are the winter scenarios

in Ny Alesund and Park Falls. These cases have surface type snow, which is extremely
bright in the O, A band and extremely dark in the CO, bands. The very low abedo in the
1.61 pum CO, band causes significant polarization and gives rise to positive pressure

partias, i.e., the TOA radiance increases as we increase surface pressure.

The ratio of forward model (FM) error to “measurement” noise is plotted in figure 9.11,
with the top and bottom rows referring to the R-20S and scalar models, respectively. The
R-20S forward model error is typically less than 20% of the noise error and only in afew
cases exceed 50%. In contrast, errors using the scalar model exceed unity in aimost all
cases and can be up to 20 times larger. The behavior of the smoothing errors is very

similar and is not plotted here.
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Figure 9.9(a). Same as figure 9.7(a) but for July.
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Figure 9.9(b). Same as figure 9.7(b) but for July.
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Figure 9.10(a). Same as figure 9.8(a) but for July.
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Figure 9.10(b). Same as figure 9.8(b) but for July.
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Figure 9.11. Ratio of FM error to “ measurement” noise using the R-20S model (top
row) and scalar model (bottom row). The solid, dotted, dashed, dash-dotted, dash-dot-
dot-dotted and long dashed lines refer to Algeria and Darwin in January/July (left/right
column), Ny Alesund in April/July (left/right column), Lauder, South Pacific and Park

Fallsin January/July (left/right column), respectively.

9.6 Conclusions

For high-resolution accurate forward modeling in remote sensing applications, we have

developed ajoint RT model which computes intensities using a scalar multiple-scattering
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model along with corrections for polarization effects by means of a two orders of
scattering RT code. The R-20S model was employed to simulate backscatter
measurements of spectral bands by the OCO instrument. A variety of scenarios were
considered, representing different viewing geometries, surface and aerosol types, and
aerosol extinctions. It was found that the errors in the radiance were an order of
magnitude or more less than the errors when polarization was neglected. Further, the

error characteristics were largely independent of the aerosol type.

Sensitivity studies were performed to evaluate the errors in the retrieved CO, column

resulting from using the R-20S model. It was seen that the X, errors using the R-20S

model were much lower than the smoothing error and “measurement” noise. Thisisin
contrast to the observation that the retrieval error budget could be potentially dominated
by polarization if the scalar model was used. The retrieval error was dominated by
incorrect estimation of the surface pressure (due to radiance errorsin the O, A band), with
other effects becoming important for large aerosol amounts. It is worth noting that the

20S computation adds only about 10% overhead to the scalar calculation.
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Chapter 10

Conclusions
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10.1 Impact of OCO

OCO will provide the first space-based global maps of X, with the precision,

resolution and coverage needed to characterize CO, sources and sinks on seasona to
interannual time scales. The space-borne observations will characterize CO, sources and
sinks on regiona scales, improving the spatial resolution by a factor of ~30 compared to

the existing state of knowledge. The 1 ppm accuracy of the OCO X fields translates

into a substantial reduction in retrieval errors in regional carbon fluxes. This capability
will provide the crucia link between carbon cycle processes and regional scale sinks,
such as the Northern Hemisphere terrestrial carbon sink. Integration of the OCO
observations into a data assimilation and inverse modeling system, including chemical
tracer data from ground stations and other satellites, will revolutionize our ability to
constrain carbon sources and sinks using observations from space. This information will
lead to dramatic improvements in global carbon cycle models, reduced uncertainties in
forecasts of atmospheric CO, abundance and more accurate predictions of global climate

change.

10.2 Status of the OCO Retrieval Algorithm

An algorithm has been developed to retrieve X, from spectroscopic measurements of

absorption in the CO, band at 1.61 m, the O, A band at 0.76 m and the CO, band at

2.06 m, where the latter two bands are needed to account for the effects of parameters
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other than the CO, mixing ratio on the absorption. As a preliminary test of the algorithm,
column O, (surface pressure) was retrieved from sunglint measurements over ocean of
absorption in the O, A band. The column O, was retrieved from a single sounding with an
error of around 1%. With spectral averaging using multiple soundings, it is possible to
reduce the error to 0.1%. Aerosol optical properties were computed and a database

created for usein retrievals. PCA was used to speed up RT computations.

The effect of polarization on retrievals of CO, was examined by comparing retrievals
using scalar and vector RT models. Polarization was seen to have a significant impact on
retrieval accuracy, with errors in column CO; up to 10 ppm caused by neglecting
polarization. To increase retrieval accuracy while maintaining speeds necessary for
operational purposes, a technique based on computing two orders of scattering was
developed to account for polarization effects. The 20S model was completely linearized
to also compute analytic weighting functions of the radiances with respect to atmospheric
and surface properties. The scalar Radiant model was combined with the 20S
polarization model to create the R-20S RT model for OCO. The R-20S model was found

to reduce biases in retrieved CO, columns to well below 1 ppm for most scenarios.

10.3 Outstanding Issues

A lot of progress has been made on the OCO retrieval algorithm. However, severa issues

still need to be investigated. For example, thin cirrus is omnipresent and will
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considerably change the photon path length distribution. Cirrus models need to be
incorporated into the RT computations and sensitivity studies performed to assess their
impact on retrievals. Further, the only polarized surface reflection model currently
available is the Cox-Munk ocean model. A detailed study of land BRDFs needs to be
undertaken. Simulations need to be run to quantify the effects of uncertainties in various
parameters (such as ILS) on the retrieval. Such tests would give invaluable information
about how accurate the calibration should be, for example. Aerosol vertical distribution
remains largely unexplored. OCO will generate 2.4 million spectra per day, which need
to be analyzed in real time. On average, each retrieval has to be done in about 200
seconds. The current single-sounding retrieval time is about 2000 seconds for nadir
soundings. Achieving the operational speed target without compromising on the stringent

accuracy criteriais possibly the single biggest challenge.



