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Abstract.

The authors have developed a Taylor series method for solving numerically an initial-
value problem differential-algebraic equation (DAE) that can be of high index, high
order, nonlinear, and fully implicit (BIT, accepted July 2005). Numerical results have
shown that this method is efficient and very accurate. Moreover, it is particularly
suitable for problems that are of too high an index for present DAE solvers.

This paper develops an effective method for computing a DAE’s System Jacobian,
which is needed in the structural analysis of the DAE and computation of Taylor
coefficients. Our method involves preprocessing of the DAE and code generation em-
ploying automatic differentiation. Theory and algorithms for preprocessing and code
generation are presented.

An operator-overloading approach to computing the System Jacobian is also dis-
cussed.

AMS subject classification: 34A09, 65180, 65105, 41A58.

Key words: Differential-algebraic equations (DAEs), structural analysis, Taylor se-
ries, automatic differentiation.

1 Introduction.

We have developed a Taylor series (T'S) method for solving numerically an
initial-value problem (IVP) DAE that can be of arbitrary index, fully implicit,
nonlinear, and contain derivatives of order higher than one [2].

More specifically, our method solves a DAE IVP comprising n equations f; = 0
in n dependent variables x; = x;(t), with ¢ a scalar independent variable. We
write informally

(1.1) fi(t, the z; and derivatives of them ) =0, 1<i¢<n.
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The f; are assumed sufficiently smooth. They can be arbitrary expressions
built from the z; and ¢ using +,—, X, +, other standard functions, and the
differentiation operator dP/dtP.

To solve (1.1), we use automatic differentiation (AD) to generate functions
for evaluating the Taylor coefficients (TCs) of the equations f;, and by equating
these coefficients to zero, we solve implicitly for the T'Cs of the solution compo-
nents x;(t). Then we sum these coefficients with appropriate stepsize to find an
approximate Taylor series solution, which we project to satisfy the constraints
of the DAE. We repeat this process on each integration step in a standard time-
stepping manner.

To determine what equation to solve, and for which TCs of the solution, we
apply Pryce’s structural analysis (SA) [4]: we preprocess the given DAE to
find the signature matriz and then the offsets of the problem. These offsets
prescribe the overall process for computing TCs, as well as how to form the
System Jacobian J that is central to both the theory and the algorithm.

A common measure of the numerical difficulty of a DAE is its differentiation
index v4, the number of times the f; must be differentiated (w.r.t. t) to obtain
equations that can be solved to form an ODE system for the z;. Our method
does not find high index inherently hard. The SA derives a structural index,
which is the same as that found by the well-known method of Pantelides [3], and
is always > vy.

Underlying theory, algorithms, numerical results, and implementation issues
are presented in [2]. This method is implemented in the authors’ DAETS code,
which is written in standard C++. The numerical results in [2] show DAETS can
be very accurate, efficient, and particularly suitable for problems that are of too
high an index for existing methods and solvers.

This is the second paper on the theory behind DAETS. We focus on prepro-
cessing a DAE and computing its System Jacobian. Our main contribution is
the theory and algorithms of a source-code translation method for evaluating
this Jacobian. We also describe a method for computing it based on operator
overloading. Algorithmic details for the preprocessing phase of constructing a
signature matrix of a DAE are given.

Section 2 summarizes Pryce’s SA. Section 3 illustrates how TCs are calculated.
The computation of the signature matrix is presented in Section 4. Section 5
develops an efficient method, based on source-code translation, for evaluating
J. Section 6 describes an operator-overloading approach for computing J. Con-
cluding remarks are in Section 7.

2 Summary of Pryce’s SA.

When computing TCs for the solution of a DAE, we employ Pryce’s SA to
determine what equations to solve and for which coefficients of the solution. The
steps of this SA are outlined below.
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1. Form the n x n signature matriz ¥ = (0;;) with

{m if ; does not occur in f;; or
o=

order of the highest derivative to which x; occurs in f;.

2. Find a highest-value transversal (HVT) in X. A transversal of an n x n
matrix is a set of n positions in this matrix with one entry in each row and
each column. A HVT is a transversal 1" that makes Z(i, jyer Tij as large
as possible.

3. Calculate the offsets of the problem. These are two nonnegative integer
n-vectors ¢ and d that satisfy

(2.1) d;j —c¢; =0y forall (¢,7) in some HVT T' and
2.2) dj —c¢; >0y forall i,j=1,...,n.

The conditions (2.1, 2.2) are independent of the T' chosen. However, the
offsets are never unique. When computing TCs, it is advantageous to
choose the smallest or canonical offsets [2], smallest being in the sense of
a < b if a; <b; for each 1.

4. Form the System Jacobian of (1.1):

o (A )
(2.3) J= a(xgdll...,xgdﬂ)'

By results in [4], (2.3) has the equivalent reformulation:

ofi
of; (7{:1) ifdj —c; =04 and
T 0 otherwise.

Informally, a consistent initial point is the values of an appropriate set of the
x; and their derivatives, at a time ¢*, that specify a unique solution; see [2] for
a more rigorous discussion. If J is nonsingular at a consistent point, then the
SA has succeeded, and the DAE is solvable in a neighborhood of this point.

The subject of this paper is steps 1 and 4. Steps 2 and 3 comprise a linear
assignment problem (LAP), solvable by a suitable LAP code; see [2, 4].

ExAMPLE 2.1. The simple pendulum is a DAE of differentiation-index 3:

0=f=2a"+z\
(2.5) 0=g9g=9y"+yA\-G
0=h=a*+y* - L~



4 Nedialko S. Nedialkov and John D. Pryce

Here gravity G>0 and length L>0 of pendulum are constants, and the dependent
variables are the coordinates z(t), y(¢) and the Lagrange multiplier A(¢).

For (2.5), there are two HVTs, marked ® and ° in the tableau below. The
canonical offsets are ¢ = (0,0,2) and d = (2,2,0):

x Yy A

frz2e —-oo 0°7 o0
g l—oo 2° 0° ] 0
h

0° 0* —ool 2
a2 2 0
The system Jacobian is
afjor" 0 Of/oA Lo .
(2.6) J = 0 ag/oy" dg/ox| =10 1 y
oh/dz  Ohjdy O 22 2y 0
Now J is nonsingular since its determinant is —2(2% + y2?) = —2L? # 0.

3 Computing TCs.

The offsets ¢; and d; prescribe how to organize the computation of TCs for
the ;. Denote the rth TC of x; by (x;), and the rth TC of f; by (fi),.

We compute TCs in stages starting from stage kg = — max; d;. At each stage
k=kqgkq+1,..., we solve a system of equations
(3.1) (fi)k+e; =0 for all 4 such that k+4¢; >0

to determine values for
(3.2) (75)k+a; for all j such that & +d; > 0.

All previously computed (z;), in any equation (3.1) are treated as constants.
The equations in (3.1) are generated using AD for computing TCs of explicit
functions, here f;. For example, if sufficient TCs of z; and xj are known, we

can evaluate the pth TCs for z; + xy, x; - 1, and xg-d) by

(3.3) (zj +ar)p = (2j)p + (Tk)p,
(3.4) (@ @x)p = Y _(x;)r(@h)p—r, and
r=0
(3.5) @), =+ D +2) - (p+d) - (@)psa

Similar formulas can be written for division and the standard functions.
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Then, the values in (3.2) are found by an implicit solution process. The
Jacobian that we have to form at stage k£ has entries

O f)rre,  OFFT D)k +e)l  (k+dy) o+

) ks d; 5x§.k+dj)/(k +d;)! (k+¢e)! 8x§k+dj) 5
where k+¢; > 0 and k+d; > 0.

Denote by Jj the Jacobian formed from 9 fi(lﬁci) / 8m§k+dj ), for those 7 and j
for which k +¢; > 0 and k£ 4+ d; > 0. We show in Subsection 5.1 that for k < 0,
J} is the submatrix of J formed by deleting rows ¢ where k+¢; < 0 and columns
J where k+d; < 0. If £ > 0 then J;, = J, since no rows or columns are deleted.

ExAMPLE 3.1. For the pendulum example (2.5), we write TCs without paren-
theses for brevity: z, rather than (z),, etc. Then using (3.1, 3.2) and (3.3-3.5)
applied to the pendulum equations, we obtain the scheme:

stage uses equations to obtain
k=-2|0=hy=a3+y2 - L? 20, Y0
k=-110=h =2xoz1+ 2yot1 1,41
0= fo =2x2+ 20N
k=0 | 0=g0=2y2+yoro — G T2, Y2, Ao

0 = hy = 2x0z2 + 2% + 2yoy2 + Y5

Ozfp:
k=p O=gp,=... Tp42, Yp+25 Ap
Ozhp+2:...

At stages k= —2 and k = —1,
Oho Ohy
= = 23}‘ ,2 :J_ :J_ .
Do) Blergy) ol = I =T

At stage k = 0, we have the linear system

2 0 x9 To 0
0= 0 2 Yo Y2 | + -G = Aof + b, say.
2z0 2y0 0] \Xo af + y7

Matrix Ay is a diagonally-scaled version of the pendulum’s System Jacobian J,
given in (2.6). Namely

a(f07907h2) . 1 .
Ay = —7—"=£ =diag[l,1,2]"" J diag[2,2,1].
0 (@2, 42, No) gl ] gl J
Similarly for k& > 0, we solve a linear system fx, gk, hrr2 = 0 to determine

Tk42,Yk+2, Ak The matrix in each of these systems is a diagonally-scaled J.
Generally, (3.1) can be nonlinear for k¥ < 0 and underdetermined for & < 0.
For k > 1, it is always linear with a diagonally-scaled J. For details, see [2].
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4 Computing .

First we define a signature vector of a variable in the code list of a DAE. Then,
we give a Lemma relating the signature vectors of these variables. Finally, we
outline an algorithm for computing ¥ based on this Lemma.

DEFINITION 4.1 (SIGNATURE VECTOR). Let v be a variable in the code list.
The signature vector of v is the n vector o(v) with j™ component

(v) = —oo if v does not depend on x;; or
T the highest order of derivative of x; on which v formally depends.

By “formally” we mean dependence in the code list without simplifications. For
instance, the order of highest derivative of z in 2’ + x — 2’ is 1, not 0; similarly,
the order of the highest derivative of z in (zy)’ — 2’y is 1, not 0.

LEMMA 4.1. Let v be a variable in the code list.

(i) If v is an input-variable x; then

0 if =3

(4.1) oi(v) = o1(x;) = {_OO if 14

(i) If v is a constant then
oi(v) = -0 for I=1,...,n.
(iwi) If v is an algebraic function of a set U of variables u, then

(4.2) o(v) = max o(u) for 1=1,...,n.

(iv) If v = dPu/dt? then
(4.3) o(v) =o1(u)+p for I=1,...,n.

The proof is trivial, and we omit it. This Lemma immediately gives:

ALGORITHM 4.1 (SIGNATURE MATRIX).

Input
code list encoding a DAE

Output
signature matrix X

Compute
for each term v in the code list
if v is an input-variable z; then
o(v) —0 ifl=j
o1(v) «— —oo forl #j
elseif v is a constant then
o(v) — o forli=1,...,n
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elseif v is an algebraic function of a set U of previous variables u then
o1(v) — maxyep oy(u) for I=1,...,n
elseif v = dPu/dtP then
o(v) —oy(u)+p for I=1,...,n
fori=1,...,n

(ith row of X) «— o(f;)

By the remark after Definition 4.1, Algorithm 4.1 may overestimate the “true”
>, but never underestimates it. A detailed study, showing that such overestima-
tions do not deceive the numerical method, is given in [2].

The DAETS solver implements this algorithm through operator overloading.

5 Computing Jacobians through source-code translation.

We show how to compute efficiently J; for k& < 0 from the code list of a DAE.
Our method is suitable for an implementation based on source-text translation.
We call it a single-pass method.

In the next subsection, we start with a result quoted as Lemma 3.7 in [4],
but used by Griewank in [1], and establish the relation between J; and J. In
subsection 5.2, we define the offset of a variable in the code list and give an algo-
rithm for computing such offsets. Subsection 5.3 states a Theorem on which our
single-pass method is based, shows an algorithm implementing it, and illustrates
this method on an example.

5.1 Griewank’s Lemma

LEMMA 5.1 (GRIEWANK). Letv be a function of the z;(t) and their derivatives
(j =1,...,n). Denote vP) = dPv/dtP. If v does not depend on any derivative
of x; higher than the ¢*", then

o' v

(5.1) v 9v
8x§q+1) 8x§q>

Hence by iterating
ov®) v

3x§q+p) B angn

(5.2) for all p>0.

EXAMPLE 5.1. Consider v = za’ + yy’ = v(z,2’,y,y’), where the dependent
variables are x,y. Then v/ = za” + /> + yy" + > = V' (2, 2", 2", 9,9, y").
Griewank’s Lemma asserts that

o' Ov o’ v

oz - o' an oz - ox"

(both sides are zero), but
oz’ " Oz’
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since a derivative of x higher than x itself occurs in v.

By the definition of 0;;, and because d; — ¢; > 0y, f; does not depend on
any derivative of x; higher than (d; — ¢;). Applying (5.2), when k +¢; > 0 and
kE+d; >0,

a : a .(k"rci)
Jij = (df—c» - fz(m) = (In)ij-
8xjj - &Tj 7

This gives

LEMMA 5.2. For k < 0, Ji is the submatriz of J comprising the rows for
which k +¢; > 0 and columns for which k +d; > 0. For allk >0, J, =J.

For example, for the pendulum,

_ 8(f/,g/7h/”) _ a(f,gah//)

‘]1 - a(x///’y///’)\/) - 8(x”,y”,)\) =J.

5.2  Code offsets.

Denote

0 0
(5.3) Vi = ((%gmdl) LA ax%ﬂdn)) ’

If k+d; <0, the jth component of V, is taken as 0. For k+¢; > 0, Vy, (fi(k+ci))

is the ith row of J.
The following definitions will be convenient later. Below v denotes a variable
in the code list of a DAE.
DEFINITION 5.1. We say that V}, covers v if k+d; > o;(v) forallj=1,...,n.
We say that Vi, touches v if

e Vi covers v, and
e k+d; =0j(v) for at least one j.

The offset of v is the unique value o(v) > 0 such that V_,, touches v.
Equivalently,

(5.4) a(v) = mjin(dj —0o;(v)) > 0.

The computation of these offsets is based on
LEMMA 5.3.

(1) If v =x;j, then
a(v) = az;) = d;.

(i1) If v is an output variable f;, then

a(v) = a(fy) = ¢.
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(1) If v is an algebraic function of a set U of variables u, then

a(v) = min a(u).

(i) If v = dPu/dtP, then

a(v) = a(u) —p.

PROOF. (i) follows from (4.1) and (5.4).

For (ii), consider the defining relation (2.2) that d; — ¢; > o5 for all ¢, j, with
equality on a transversal. Since o;; = 0;(f;), for fixed ¢, one has d; — 0;; =
d; —0;j(fi) > ¢; for all j. By the transversality condition d; — ¢; = 0;;, at least
one j gives d; — 0;(fi) = ¢;, and therefore a(f;) = ¢;.

For (iii), using (5.4) twice and (4.2) once, we obtain

alv) = — mjax(aj(v) — dj)

- m?x((glgg o;(w)) ~ d;)

= maxmaglos () )
= min (—max(o; () — ;)
= glelllfl a(u).

Finally, (iv) comes from (4.3) and (5.4). O
This Lemma justifies:
ALGORITHM 5.1 (CODE OFFSETS).

Input
code list of a DAE
offset vectors ¢ and d

Output
a(v) for each variable v in the code list

Compute
for each variable v in the code list

if v = x; then
a(v) —d;

elseif v is an algebraic function of a set U of variables u then
a(v) «— min,ey a(u)

elseif v = dPu/dtP then
a(v) — a(u) —p

At termination of this algorithm, by Lemma 5.3, a(f;) = ¢;.

5.8 Single-pass method.

Now suppose that Vi covers v. This is equivalent to

k+d; > o;(v) foreach j,
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equivalently
k> —a(v),

by Definition 5.1. Setting ¢ = k + d; in (5.2) of Griewank’s Lemma gives

Av®) ov

(5.5) s = :
ax§k+dg +p) 8x§k+d1)

for each j.

Using (5.5) in the definition (5.3) of Vi, we have

P
(5.6) Vitp (Z;}) =Vi(v) if k= —a(v), that is Vi touches v;

while
(5.7  Vi()=0 if k> —a(v), that is V}, covers but does not touch v,

since then all differentiations are with respect to variables v does not depend on.
In addition, each Vj obeys the normal rules of a gradient operation: for
v=x+y and v = xy,

(5.8) Vi(r+y) = Vi(z) + Vi(y) and Vi(xy) = Vi(2)y +2Vi(y),

respectively. More generally, if v is an algebraic function e(z,y, . ..) of code list
variables then

(5.9) Vi(v) = %Vk(m) + %Vk(y) +ee
The factors de/0x, . . . are to be evaluated at (z,y, . ..) and thus are also functions
of the input variables and their derivatives. If Vj touches v, then by (4.2) it
must cover each of z,y,.... From (5.7), any term in (5.9) for which V}, does not
touch the corresponding variable is zero.

The following Theorem, most of which has been proved already, summarizes
the facts on which the single-pass method relies.

THEOREM 5.4.
(i) If v=x;j, then
V,a(v)(v) = V,dj (.TJ) = €y,
the j™ unit row vector.
(it) If v is an output variable f;, then
(i row of ) = V_c,(fi)-

(iii) If v is an algebraic function e(z,y,...) of a set U of previously computed
code list variables, then

Oe
V704(71) (U) = Z % V7(J¢(u) (u)
uelU
a(u)=a(v)
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(iv) If v = dPu/dt?, then
V7a(v) (U) = V704(11) (U)
PRrROOF. (i) When v = z;, o(v) = d; by Lemma 5.3(i). From (5.3), the jth
component of V_, ) (v) = V_g,(x;) is
8xj 8xj 8xj

The other components are clearly 0.
(i) By Lemma 5.3(ii), a(f;) = ¢;; hence V_, ) (v) = V_¢,(fi). From (5.3,

5.6),
‘ o af
Veefi) = Vo (F) = | T, 20 ]
0 ( ) amgdl) 8:(;551")

which is the definition of the ith row of the system Jacobian; cf. (2.3).
(iii) re-states what was stated and justified in the paragraph containing (5.9),
while (iv) comes from (5.6). O

The resulting method is shown in Algorithm 5.2. We denote V_,,,)(v) by
G(v). In practice, the values of v and of G(v) should be computed simultaneously
in the same loop. For clarity, this simultaneous computation is not shown here.

ALGORITHM 5.2 (SYSTEM JACOBIAN).
Input
code list of a DAE
Output
code list for computing J
Compute
> by Algorithm 4.1

c, d by solving an LAP
a(v) for each variable v in the code list by Algorithm 5.1

for each variable v in the code list
if v = x; then
G(v) « ¢
elseif v is an algebraic function e(z,y, ...) of a set U of variables u then

G)— > % G(u)

ue
a(u)=a(v)

elseif v = dPu/dtP then
G(v) « G(u)

fori=1,...,n
(ith row of J) — G(f;)

ExampLE 5.2. Consider the pendulum problem, but with the first equation

changed to
f=1[@*z] +@*) +2°x=0.
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Code list o(v) |a(v) Calculating V_ (4 (v) ?;gglﬁ;l‘f

x = input 0-—-| 2 |V_2(x) = (1,0,0) X = unit(1)

y = input -0-| 2 |V_2(y) = (0,1,0) Y = unit(2)

A = input -—-0| 0 |Vo(A) = (0,0,1) A = unit(3)

vy = 22 0—-—| 2 |Voa(v1) = 22V_2(x) Vi=2zxX
= (22,0,0)

Vo = V1A 0-0 0 Vo(vz) = %ﬁ?\"’ ’U1V0(>\) Vo = v A
= (0,0,2?)

vz = v} 1 —-—| 1 |V_i(vs)  same as V_a(v1)

V4 = V3T 1 - - Vfl(m) = Vfl(vg)x +Q¢3—Vt1—fﬁl7—} Vi=2a2V1
= (22%,0,0)

vs = v 2 - —| 0 [Vo(vs) same as V_1(v4)

V6 = Vs + U3 2 -0| 0 |Vo(vs) = Vo(vs)+ Motesr Ve =Va
= (222,0,0)

fi = ve + v2 2 -0 0 |Vo(f1) = Vo(vs)+ Vo(v2) = Ve+Va
= (22%,0,2%)

vy = gy -2 | 0 |Vo(vr) same as V_z(y)

vy = y)\ -00| O VQ(Ug) = W+ yVo()\) Vs :yA
= (0,0,y)

fa=vr4+vs—G |- 20| 0 |Vo(fe) = Vo(vr)+ Vo(vs) F,=Y+W
= (0,1,y)

vg = y° -0 —| 2 |V_a(vg) = 2yV_2(y) Vo = 2yY
= (072:'/,0)

fs =vi+ve—L*00 —| 2 |V_ao(fs) = V_o(v1) + V_2(ve) |F3=Vi+Vp
= (2z,2y,0)

Figure 5.1: Computing fi1, fo and f3 and their gradients. Sample code to com-
pute Jacobian is given in the last column. The terms that are zero because of
(5.7) are crossed out. Function unit(¢) returns the ith unit row vector.

This change does not alter the signature matrix, so the offsets remain unchanged:
c=(0,0,2) and d = (2,2,0).

Figure 5.1 illustrates how gradient code can be generated for a code list that
computes f1 = f, o =g =y" +y\—G, and f3 = h = 2% + 32 — L?. The
last column of the table shows how the code list in the first column can be
augmented, line by line, to compute the rows of J. Here, gradients are denoted
by uppercase letters. All terms that are known to be zero are omitted in the
gradient code.

Where the phrase “X same as Y” occurs in the penultimate column (from a
use of (5.6)), this is taken to mean that no copy is made: X is just another name
for Y. Otherwise, no code optimization has been done.

The mathematical relations between the V,(v), and the sample code above,
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Code list a(v) Sgggiﬁgltt
z = input 2 | X = unit(1)
y = input 2 |Y = unit(2)
v = a’ 2 |Vi=2zX
v =y’ 2 | Vo =29Y
fa = vi4+ve— L2 2 |Fy=Vi+Vp

if £ <0, exit

vg = v 1
V4 = V3T 1 |Va=2Wi
A = input 0 [A = unit(3)
Vg = V1A 0 |Va=uA
vs = vy 0
V¢ = Us + U3 0 |Ve=Wa
fi = ve+v2 0 |F =Vs+Va
/U7 — y// 0
vg = YA 0 |Vs=yA
fo = vr+vs -G 0 |F=Y+W

Figure 5.2: The code from Figure 5.1 reordered for computation of J; when
k < 0. For clarity, columns 2 and 4 of the table in Figure 5.1 are not shown.

assume that all vectors involved have length n. That is, columns with k+d; < 0
are not suppressed, but contain padding zeros. This is for notational convenience
— a practical implementation could use a sparse storage scheme.

The case k£ < 0. When k < 0, stage k of the overall Taylor coefficient genera-
tion algorithm [2] requires the partial Jacobian J, which comprises the rows i
and columns j of J for which k 4+ ¢; > 0 and k+ d; > 0 (Lemma 5.2). In this
case, we wish to execute only the gradient code list corresponding to Jj, not the
code list for the whole J.

To let Algorithm 5.2 handle efficiently the case k < 0, just reorder the code
list such that the lines that compute the f; are in descending order of ¢;. In
doing so, one must ensure that no variable comes before one that it depends on.
A simple way to do so is to perform a stable descending sort on the code list
with a(v) as key (a sorting method is stable when items with the same value of
the sort key appear in the output in the same order as they do in the input).

Then if &k < 0, execute only the initial segment of the code list up to where
the needed f; are computed. To achieve this, it is sufficient to execute just those
lines for which k + a(v) > 0.

EXAMPLE 5.3. Figure 5.2 shows the sorted code list from Figure 5.1. The full
System Jacobian is

Vo(fl) 21’2 0 :Z}2
J={Volfe)| =10 1 y
V_2(f3) 2¢ 2y O
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Jacobian J_5 comprises the x,y columns (for which —2 4+ d; > 0) and the f3
row (for which —2 + ¢; > 0): J_o = [2z 2y]. This Jacobian is calculated from
the first block of rows in Figure 5.2. Jacobian J_; happens to be the same.

Note that executing the lines for which k+a(v) > 0 is not always optimal. For
instance, when k& = —1, this would cause the lines with a(v) = 1 in Figure 5.2
to be needlessly executed.

Finally, the last example makes clear that, using source-text translation, this
method can produce very concise code for computing the matrices J, with at

most one vector operation inserted per scalar elementary operation in the code
list of the DAE.

6 Computing Jacobians through operator overloading.

In DAETS, the TCs in (3.1) are evaluated using operator overloading. Simul-
taneously with their computation, the necessary Jacobians are evaluated, again
through operator overloading. This approach is carried out using the C++ pack-
age FADBADH+ [5]. It provides a template class F implementing the forward
mode of AD. If F is instantiated with double, the class F<double> implements
the forward mode on C/C++ double’s by operator overloading. FADBAD++ also
provides a template class T implementing a TC computation. This class can be
instantiated with a scalar data type, for example double as T<double>. Further-
more, it can be instantiated with a “differentiation” type F<double>, resulting
in a T< F<double> > class. When a TC computation with T< F<double> > ob-
jects is performed, it computes both TCs and their gradients, that is the V. (v)
of the last section.

EXAMPLE 6.1. For illustration, consider again the pendulum (2.5) with the
first equation changed to

(6.1) f= [(:cZ)’x]

Denote
_ (9 9 9
- 83:2 ’ 8y2 ’ 6)\0 '

We show how V fy, Vgg, and Vhy are evaluated.
Applying (3.3, 3.4, 3.5) to (6.1), the computation of the expression for the
zero-order TC of f using operator overloading would be

+ (2?) + 22X = 0.

Jo= ([ ‘z] + (%) + a:2)\>
(2] ) + (@), + (@\)o
((=*) )x), + )1 + (2%)oMo
((=?) ) Zo + (( 2y )Oxl + 22021 + T30
2(
2(

(6.2)

x?)g 2o + (2?) 121 + 2x0m1 + 1‘3/\0

2xoxo + xl)xo + (2zoz1)T1 + 2T021 + ;vo)\o
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Now, each TC zg, x1, T2, and \g is represented by an F<double> object, which
contains the corresponding TC value and a gradient with respect to (z2,y2, Ao).
On input, we associate with xs,ys, Ao gradients Vo = (1,0,0), Vyo = (0,1,0),
and Vg = (0,0, 1), respectively. For the rest of the TCs, we associate gradient
vectors with zero components.!

The arithmetic operations between F<double>’s follow the rules of gradient
computation (5.8). Then, with the evaluation of (6.2), the following computation
involving nonzero gradients occurs:

line 4 in (6.2):  x3 Vg = a3 -(0,0,1) = (0,0,z7)
line 6 in (6.2): 2(220 V) + 23 VAo = 2(220 - (1,0,0))z0 + (0,0, 27)
= (422,0,23) = V fo.

This may seem simpler than the source-code translation approach, but gener-
ally it is less efficient. For example, consider the term 2xgx; in the fourth line
of (6.2). The multiplication of the objects corresponding to xy and x; results in
the calculation

V(woxl) = xOVxl + Vl'o 1 =2 (0,0,0) +x1 - (0,0,0) S (070,0),

since g and x; are represented in F<double> objects, and their multiplication
involves gradient operations.
Similarly, we have for the g function

go = (" +yXA—G)y = 2y2 + yoXo.

The operations between the F<double>’s corresponding to yg, y2, and Ay gener-
ate the calculation

Vgo = 2Vy2 + Vyoro + %0V o
=2(0,1,0) + Ao - (0,0,0) + yo - (0,0,1)
= (0,2, y0)-
Finally, we compute for h,
ho = (x2 +y? — L)2 = (x2)2 + (y2)2
= 22072 + 27 + 2yoy2 + U7
and ((0,0,0) terms are omitted)
Vhe =220V + 2ygVyo
= 2x0 - (1,0,0) + 2y0 - (0,1,0)
= (2z0, 290, 0).
Hence
9(fo:90; h2) dag 0o

=10 2 y| =diag[l,1,2]"'J diag[2,2,1].
3($2,y2,)\0) 220 2yo O

Hn practice, storing a zero vector is not necessary; one can store a flag indicating that the
gradient is zero.
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7 Concluding remarks.

Given a DAE described by a computer program, we have shown how the
necessary structural analysis data and System Jacobian can be readily obtained
via operator overloading, as in DAETS; or how they can be generated through
source-text translation.

The single-pass method is expected to be much more efficient than an operator-
overloading approach for computing the System Jacobian. However, the former
has not been implemented yet, while the latter is incorporated into DAETS
without major obstacles.

The techniques described in this paper can be used on their own to perform
SA of a DAE: if J is nonsingular at a consistent point, within round off, then
the DAE is solvable in a neighbourhood of this point. By results in [2, 4], we
can determine the structural index of the DAE, which is an upper bound on its
differentiation index, and we can also find the degrees of freedom of the DAE.
Moreover, simulation software that automatically generates the equations of a
DAE system need not produce them in a particular (first-order or lower-index)
form: they can be a direct, compact translation of the model.
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