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Problem Formulation

Continuous-time ODE system, discrete-time measurements:

dx(t
);i) =f(x(t),w(t)), yr=Hxi+vE, xr=x(tx)=x(kAt).
Zero-mean, uncorrelated noise with autocorrelation modeled:

E{vi} =0, E{w(t)} =0, Ry(j;k)=E{vi;vE}=Rdj,
e—T2/(20%)
o\ 2T

Covariance of “white” state disturbances R > 0. Spectral density of
“essentially white” (i.e. 0 < 0 <« 1) measurement noise ) > 0.

Rw(mit) = E{w(t+1)wl(t)} =Qd(r), (1) =
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Propagation of uncertainty [complete answer]

Track entire probability density function (PDF) P(x,t) in phase space.

Evolution of uncertainty in Lorenz system without measurements.
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Propagation of uncertainty [complete answer]
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Propagation of uncertainty [complete answer]
Track entire probability density function (PDF) P(x,t) in phase space.
1. March PDF between measurements according to Fokker-Planck:

oP _ O(fiP) PP
= + GQij
ot 6901 89526%

where f; are components of RHS f(x(t),0) of ODE, and ¢;; are
components of spectral density @ of state disturbances w(t).

2. Update PDF at measurement times according to Bayes rule:

P(ml|x) P(x)
P(m)

klk—1

P(x)klk =

[Notation: P, , means the value of P at timestep & given information
through timestep ¢.]
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Propagation of uncertainty [(Extended) Kalman Filter]

Don’t track entire PDF. Instead, track “football of uncertainty”: that is,
the state estimate %(¢) = E[z] and covariance P = B[ (x — x)(x—%)"].

1. March x(¢) and P between measurements according to

00, %

where A is the linearization of f(x(t), 0) in the vicinity of x(¢).

= AP + PAT + Q, (1)

2. Update x(t) and P at measurements according to

Koo = Xy T K (v = HXy ), (2a)

P,=(I-KH)P, (I-KH"+KRK", (2b)
-1

K= Pk\kleT [HPkHcleT + R] : (2C)
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Propagation of uncertainty [Ensemble Kalman Filter]

Lagrangian approach in phase space: track ‘ensemble members’ %7 (t).

Approximation of uncertainty with candidate trajectories.
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Propagation of uncertainty [Ensemble Kalman Filter]

Individual ensemble members %’ (¢) excited by disturbances w’(¢) and
v;. with statistics consistent with w(t) and vy

dxJ t) . A . .
O _ 0. W 0). d =yt i
oi  _ <j T T —1/47 o j
Xfc\k - X{c\kq + P/jkle (leiqu +R) (dk B Hxi\kfl)
with fci et = %’ (t;,) before update, fcfv "= %7 (t;,) after update,

where the (low-rank) ensemble approximation of the covariance P is
(6X) (6X)7
N-1 7~

s L B _ 1 L

X =% —-x, x= NZX].

Pe = §X = [6x1 §&% ... 6%V,

Random excitations essential when distribution is undersampled!
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Update of uncertainty [Ensemble Kalman Smoother]

Update past estimates (at ¢) based on future observations (up to t,,
with ¢ > k) via:

% =% +8° HT(HP:, H'+R)™(d)-H% ),

kle k|e—1 L1e—1 2)e—1
where
ge  — (5Xk\z—1) (6Xe\e—1)T
e N-1

Taking ¢ = k, EnKS reduces to EnKF.
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Variational methods [aka 4Dvar, MHE]

Consider window ¢ € (0,7 ] with K measurement times ¢;, where

O<ti<ta<...<tg=T.

Take

Weakness: doesn’t quantify new uncertainties, 7, . and P, .
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Gradient derivation in mixed CT/DT setting

Perturbation of system:

S/
d’;ft) — ARM) R () with %)=
d
= Lx'=0 where £—$—A(>~c( )
Perturbation of cost function:
K T
J/(u,) = (u 70|0 Z Yk - ka)] 5{2;

k=1

Goal: rewrite as follows to identify gradient V.J(u):

J'() = (VJ(u), ) 2 [VJ(u)] o
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-]
Gradient derivation in mixed CT/DT setting

Duality pairing, adjoint identity defined piecewise ont € (¢, ,,t,):

t
<I'(k)7§<’> é/k (r(k))ch'dt = <r(k)7£}~cl> _ <£*I'(k),}~{/>—|—b(k)
t

k—1
(k)
S O dt(t) —A®) e ® (@),
b = (T %! — @™ T %! where rl®) 2 r®)(g,).
Perturbation of cost function [K’th step - peel off last term of sum]:
K-1
J() = (u=%,,)" Pl =g = S [HT R (v, — Hz)]" X,
k=1

_ - T =
J. = [HTR 1(yK—HXK)] X'

Definition of adjoint [K’th step - march backwards from tx = T7:
e =0, O =HTR (y, —~Hx,)
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-]
Gradient derivation in mixed CT/DT setting

Substituting into adjoint identity [K’th step]:

=0 = @EOTx -y =0 =
HTR Yy, —Hx )] %, =cW)7Tx = J =F)H's
Perturbation of cost function [( K — 1)’th step - peel off next term]:
K-2
J'(W) = (u=%,)" P u—J - S HT R (yr — Hz)|" %,
k=1
J =[HTR ' (y.,-Hzx, )+ "z

Definition of adjoint [( K — 1)’th step - continue backwards march]:

L* I'(K_l) = 0, I'(K_l) = HT R_l (yK—l - Hi}(—l) + r(K)

K—-1 K—1
(K=1\T &
K—2 ) Xk o

4
= ... = JK—1:<r
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-]
Gradient derivation in mixed CT/DT setting

Continuing all the way back to the first step gives

J'(u) = (u- iO‘O)T POTol u — (r((]l))T X,
with
dr 5 (¢ . T _ -
dt( ) = —A(x(t)) r (1), rE(K) = 0+H'R Yy, -Hx%,)
drV(t) AN D W) _ @ 4 gTRp-! %
dt - (X()) r(t), r=r"+ (y, — Hx,)
Piecewise continuous march over 7" — 0, update w/ measurements yy:
dIc.iiﬂ :—A(S{(t))Tr(t) with 1, 1+ H R (y, — Hxy).
Resulting in identification of gradient V.J(u):
T
J () = POTol (u—%,,) — 1, v = VJu)= POTol (u—x%,,) — 1,
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Ensemble 3D Variational Assimilation [En3DVar]

The ensemble members after the measurement update, u/ = fcilk for
j=1,..., N, are now defined by independent minimization of the
“component cost functions” J;(u’) where

1 ) . X
Ji(’) = ) (v’ — Xi|k71>T (Pk\kfl) ' (u” — ilkfl)
1 . .
+3 (d}, — Hw/)' R7!(d], — Hu?).

with, as in EnKF,
di =y + vi.

Theorem 1. In the limit of N — oo, the En3DVar update is equivalent
to the corresponding Kalman filter update.
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Ensemble 3D Variational Assimilation [En3DVar]

Proof. Note that each J;(u’) is convex in u’ = %/ , with gradient

|k

VJj= (Pt )l —-% )-HTR'(d] - HuW).

k|k—1 k|k—1

At the minimum, V.J; = 0 for each j, and thus

0=[(P°, Y '+H'"R'H|(x) —%) Y-H'R'(d,-H% )

klk—1 Kk klk—1 klk—1
- (}A(] _ )A(j ) — [(Pe )—1 +HT R—lH]*lHT R—l (di: _ H)"(] )

K|k klk—1 klk—1 k|k—1

Applying the following form of the matrix inversion lemma

[(P¢, y'+HTR'H| 'H'R'=pP° HT[HP® HT+R]

klk—1 k|k—1 klk—1
we obtain [cf. (2¢)]

X/ =%/ +K(-H% ), K=pP° HT[HP* HT+R] "
k

K|k klk—1 k|k—1 k|k—1 klk—1
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Ensemble 3D Variational Assimilation [En3DVar]

Taking the sample mean of the updated ensemble [cf. (2a)],

N N

_ 1 1 J

Xpe = NZ klk 7zxk|k 1 <de —H Zxk\k 1>
Jj=1 j=1
» X1 T K( Yi — ka\k—l)'

N—oo

Taking the sample covariance of the updated ensemble [cf. (2b)],

e 1 N s < $J < T
Pk\k “N_1 Z i=1 (X‘ch\k - Xklk) (Xi\k - Xk\k)
=(I-KH)P; (I-KH"+KR K" +o+eT,

1 N

@ = AU -KH) (% )(dj —yi) KT}

N —1 klk—1 ik\kfl
As N — oo, the spurious correlations between the background error
and the measurement noise decreases, and ® — 0. O
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Ensemble 4D Variational Assimilation [En4DVar]

Over t € (0,T] with K measurements, the ensemble members after

the measurement updates, ' = %/ for j =1,

., N, are now given
by minimization of the component cost functions

1) = S - fcz'w)T () W -5,

Mw EY

N = N

~Hx))" R (d], - HX))

Eod
—

with
dx7 (t)

= f(X(),0), % =u, d]=y+v]
The j'th gradient derivation follows as in the 4Dvar case:
VJi(w) = (P;O)f (w — xg‘o) —1/.

[An ensemble of states, and an ensemble of adjoints!]
State estimation methods
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Ensemble 4D Variational Assimilation [En4DVar]

Theorem 2. In the limit of N — oo under the assumption of linear
dynamics and Gaussian disturbances, the En4DVar solution converges
to the equivalent Kalman smoother.

Proof. Similar to that of Theorem 1. O

Note: En4DVar formulation is vector based, and optimizations are
embarassingly parallel (after P(flo is shared between threads). Thus,
En4DVar inherits the numerical tractability of popular ensemble-based
and variational-based methods for high-dimensional discretizations of
NS systems.
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Hybrid Ensemble Smoother [HENS]

Simply initialize the En4DVar optimization with the EnKS result instead
of the background fcglo.

This doesn’t affect the converged result in the LQ case, but better
initialization typically leads to better result in nonlinear systems,
especially when complete convergence of the (local) optimization
scheme applied to the variational problem considered is not
anticipated.
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Some results

Average Error Average Variance

EnkF EnkF
- - -EnkS - - -EnKS

EndDVar En4DVar
HEnS —— HEnS

Improved accuracy (lower error) and precision (lower variance) of
HENS in Lorenz problem over the optimization window, averaged over
many optimization windows.
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Some interpretation

<« PathA PathB— =

Variational methods revisit past measurements in light of new data.
Ensemble methods provide a low-rank approximation of covariance P.
This work shows how to put these methods together effectively.
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