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ABSTRACT. Introductory courses on differential equations cover integration
techniques for integrable differential equations. However, most systems of
ordinary differential equations are too complicated to be integrated exactly.
Therefore, mathematicians have developed ways through which we can ap-
proximate such systems. These numerical integrators solve systems of differ-
ential equations to within a certain error. The complexity and cost of such
integrators grows with their precision. Numerical analysts are always looking
for new integration schemes that have low error and low cost. In this paper,
we discuss the derivation of numerical integrators as well as their benefits and
disadvantages.
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1. INTRODUCTION

This paper is concerned with systems of ordinary differential equations (Ordinary
Differential Equations). More specifically, it is concerned with systems of ODEs
that conserve energry and angular momentum, which are called conservative systems.
Even more specifically, this paper is concerned with conservative Hamiltonian sys-
tems.

Most systems are too complicated to integrate directly and exactly. These are
the cases with which this paper is concerned. In these cases, the equations are
discretized, that is, approximations are made at several points in time over the
interval of integration rather than using the continuous, or exact, solution. These
methods have numerous applications, from Kepler’s laws of motion which describe
gravitational dynamics to molecular models which are described by the laws of
classical mechanics. The details and formulation of the theory behind mechanical
systems will be discussed in the first section of the paper.

After a basic understanding of unconstrained and constrained dynamics is es-
tablished, we will begin to develop the theory behind numerical integration. As
the paper progresses, so does the complexity and accuracy of these integrators. We
begin with Taylor’s Theorem and how it gives rise to one-step methods of arbitrary
order p. We will specifically look at Euler’s method to demonstrate basic analy-
sis techniques that can be applied to most numerical methods. Then we develop
Runge-Kutta methods, which use Taylor methods to produce high-order methods
without the complication of computation and evalutation of derivatives that we see
in Taylor methods. Then we begin to discuss integrators that were created specifi-
cally for systems of ODEs, rather than just dealing with one differential equation.
Partitioned Runge-Kutta methods use different sets of quadrature rules for each set
of variables and give rise to direct discretization schemes. Specifically, we will look
at SHAKE and RATTLE, two numerical integrators that preserve certain proper-
ties of conservative Hamiltonian systems. Finally, we will look at a method that
produces high-order integrators by composition of lower-order integrators while
preserving their symplecticity.

2. DYNAMICS

One of the most common applications of numerical analysis is to physical prob-
lems. The most common example is the dynamics of a pendulum, but numerical
integration is also useful in multi-particle systems, as in molecular dynamics. In this
section, we first introduce various theory and notation of Hamiltonian mechanics.
Then we discuss constrained mechanics and their Hamiltonian formulation.

2.1. Hamiltonian Dynamics. Hamitonian dynamics is a special formulation of
Newtonian mechanics. Certain properties of Hamiltonian systems will be discussed
in this section and throughout the paper. First, let us clarify notation. For an
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N-body system, the matrix M € R3V*3N ig the diagonal mass matrix of the form

mi; 0 0 0 0 0
0 my O 0 0 0
0 0 m;y O 0 0
0 0 0 me O 0
0 0 0 0 mg O
0 0 0 0 0 mo
such that
Mv = (m1vy, mava,. .. 7mNVN)T

. We also denote the particle coordinates in vector form:

1 2 3
q:=(q,9---,qy), Qg = (qé ),qé ),qé N

This same notation is used for velocity vectors. Note also that we can express the
force F as the negative gradient of the potential energy function with respect to
the particle positions:

F(q) := -VqV(q).
From Newtonian mechanics, we have the equations of motion

d

£qi =V

miovi =F;

The Hamiltonian formulation of this system relies on linear momenta p € R3%V,
which is defined as

p := Mgq.

With this definition, we can write the equations of motion in their Hamiltonian
formulation:

d
“a=M"1
dtq P
4= VqV(q)
at? = Ve
This Hamiltonian system has Hamiltonian (energy)
Taf—1
pMp
(1) H(q,p) = ——F— +V(a).

The phase space of an N-body problem is the set of all possible positions and
velocities of the particles. Given a phase space R x R? of even dimension 2d > 2
and a smooth H : R? x R — R, we can write the system of equations in their
canonical form:

d
Lq= H
7a=+Vp (a,p)

Cp=_V H .
7P = Va (a,p)
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2.2. Constrained Mechanics. Some mechanical systems operate in some con-
strained space. A system is constrained when the distance between two bodies in
an N-body sytem is fixed. These rigid length constraints are of the form

lay — @of|* = L7
Sometimes a system may have several constraints, thereby making the entire group
of particles into a single rigid body.

We can extend Newton’s equations of motion to the constrained case. Consider
first the motion of a single particle. At any point in time, there are two types
of forces acting on a moving particle: the applied forces that are defined by the
potential energy fuction V', and the constraint forces that keep the particle on the
constraint surface. The principle of d’Alembert states that the constraint force acts
along the normal direction to the constraint surface, i.e. it acts along the direction
of the gradient to the function g. The constraint force acts at the point of contact.
Therefore, if we denote the constraint forces by F,, we have

F,= Ang(q),

where A € R. Now we can rewrite the equations of motion using Newton’s second
law:

(2) mv = —-VqV(a) + AVqg(a)
(3) q=v
(4) g9(q) = 0.

The parameter A\ is a parameter that is determined by the condition that q(t)
satisfies (4) and is unique to each dynamic system.

There are numerous types of constraints, each of which has its own formulation of
the equations of motion and produces certain properties of the solution. To narrow
the discussion, we will concentrate only on systems that have holonomic constraints.

Definition 1. A constraint that can be described by algebraic relations among the
position variables of the system are called holonomic constraints. These con-
straints are defined by the equations of the form

gi(q):(), i:1,2,...,m
for the smooth functions g;.

Given m holonomic constraints, ¢;(q) = 0,7 = 1,2,...,m, on a multiparticle
system, each constraint has its own constraint force that acts in the normal direction
to the constraint surface. Then we have the following form of the equations of
motion:

d

at=Y

m

d
M%v =-VqV(q) — ; Vaqgi(a)i
0= gi(a).

Typically we assume that the gradients of the constraint functions, Vqg;(q), form
a linearly independent set. Here we can introduce the vector function

g(a) = (gi(q)s- .-, gm(Q)",
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which has Jacobian matrix

G(q) =gq(q), or G(g)" =Vqg(q),

and the vector of multipliers X: (A1,.--sAm)T. Then we can write the above
system in a more compact form
La=v
1=
d d
M_v = =VqV(a) - G(a)" A
0 =g(a)
By introducing momentum p = M¢q, we can rewrite these equations as
d
5 —q=M"
() 74 P
d
(6) P = ~VaV(a) - G(a)" A
(7) 0 = g(p)

Note that Hamiltonian 1 can be augmented to include the forces of the con-
straints:
T
- 9] Mp —
H="——"1+V(a)+g@" x

which can be expressed as

H(a,p) = H(a,p) +g(a)” X.
With this formulation, we can see that (5) is the gradient of H with respect to

p and (6) is the negative gradient with respect to q, and ) is a vector of constants.
this means that the canonical Hamiltonian equations of motion for a holonomic
system are

d

alpea— H

794= Vo (g, p)
d e d
P~ —VqH(q,p) — G(q)T )

0=g(q)

It must be noted that the introduction of constraints into a dynamic system also
introduces new challenges in numerical discretization. For example, error propa-
gation in numerical algorithms for constrained systems is more complicated than
that of unconstrained systems. Therefore, the constraints should be resolved at
each timestep. Two integration methods which we will discuss later, SHAKE and
RATTLE, make sure that this happens with each iteration. However, before we can
derive these two methods, we must derive the theory behind numerical integration.
We begin with one-step methods.

3. ONE-STEP METHODS

One-step methods are low-order approximation methods that need only an initial
point from which to start. That is, one-step methods approximate z,1 using only
z,. To begin, we need Taylor’s Theorem.
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Theorem 1. Suppose f € C"[a,b], that j<p+1) exists on [a,b], and my € a,b].
For every x € [a,b], there exists a number & (x) between xy and x with f(x) =
Py, (2) + R, (z), where
/ X ) X
Py (@) = f(a0) + f (@0) (2= a0) + LG22 (@ = 0)? -+ F20) (= ag)?

k) k
= Zzzo ! k(!%) (z— 10)

and f( :
P (€ (2)
R =1 S (g )Pt
3.1. Euler’s method. Suppose we are given the initial value problem
(8) y=1ty), a<i<b, yla)=o

We want to approximate the solution to this initial value problem over the inter-
val [a, b] with N — 1 equal intervals. The points at which approximations are taken
are called mesh points, which are defined by

th,=a+nAt, n=0,1,2,...N.

Here, At is the stepsize and is given by At = (b-a) /N = t,+1 — t,. Now suppose
that y (¢) is the exact solution to (8) and that it has two continuous derivatives on
the interval [a, b]. Then using Taylor’s Theorem, for each n=10,1,2,..., N— 1, we
have

3 () = ¥ () + (b — 13 (1) + 2 g e,

where &, is some number in the interval (¢,, t,+1). Using the definition of At,
. At
Y (tni1) =y () + Aty (t,) + Ty (&n) -
Since we know that y () is a solution to (8), we have
At?
Y (i) = ¥ (1) + Aty (1)) + S0 (€0).

We can approximate z, =~ y (t,) for every n = 1,2,..., N by deleting the re-
mainder term in the Taylor expansion. Therefore, we are left with Euler’s method:
2z’ = az"t = 2" + Atf (t,,2,), n=0,1,2,...,N—1.

There is one question that remains: does this algorithm approximates the exact
solution with a bounded error after n iterations? In order to answer this question,
we first need the definition of a Lipschitz condition.

Definition 2. A function f(t,y) satisfies a Lipschitz condition in y on a set D C
R? with Lipschitz constantL if there exists an L > 0 such that

£t y1) = F(Eya)ll < Ly — wall,
whenever (t,y,), (t,y5) € D.

Now we state the boundedness of Euler’s method in the following theorem.

Theorem 2. Suppose f is continuous and satisfies a Lipschitz condition with Lip-
schitz constant L on D = {(t,y)la <t <b,—oco < y < co}. Suppose also that there
exists an M such that ||y(t)|| < M, for allt € [a,b]. Let y(t) be the exact solution
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to the initial value problem, as before, and 2(t) denote the approzimation given by
FEuler’s method. Then the error for Euler’s method has a bound of the form

[y(tn) — 2zl
To prove the boundedness of Euler’s method, we also need the following lemma
Lemma 1. For every < —1 and any positive m, we have 0 < (1 + :U)m < e™me,

Proof. Here we apply Taylor’s Theorem to f (x) = e* with g = 0, and n = 1 to
get

e*=1+z+ %xZeE,
where & € [z,0]. We know
0<14+x< 1+3’J+%’1‘2€§,
and since (1+x) >0
0<(I+a)" < (") =em
(I

Theorem 3. Suppose f is continuous and satisfies a Lipschitz condition with con-
stant L and that the exact solution y is twice continuously differentiable. Then the
error for Fuler’s method admits a bound of the form

ly(tn) — zo|| < K(ett —1)At n=1,2,...,N
where K is independent of the stepsize At.

Proof. First construct a recurrence relation for numerical error e = y(t,) — zy.
Now we expand both of these terms into their Taylor polynomials:

ens1 = (y{tn) & A1) + SALHT)) — (3 + At(z,)
Since § = f(y(t),

a1 = (¥{tn) + ALF(y(t0)) + SALH(T)) — (i + Atf(z)

1 ..
= (y(tn) — zn) + At(f(y(tn)) — £(2n)) + §At2Y(T),
where 7 € [t,,, t,+1]. Using the triangle inequality and the Lipschitz condition,

lentall < lly(tn) — zall + Ang@(%)) — £zl + 3A [|37(7))]
< (1 + AtL) [lenl + 5 A% [[3(7)|l
Since the solution is twice continuously differentiable, we may § on [0,7] by a
constant M. Note that a linear recurrence relation of the form
An1 < Can +D

satisfies the bound
cmr—1

C-1

an < C"ag + D

By setting a,, = |le, ||,
cr—1
c-1

lentill < (1+ AtL)a, < (1+ AtL)(C"ag + D).
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Furthermore, since C' =1+ AtL, D = At;M and ag =0

(1+ AtL™) — (1 + AtL) A2 M
AtL 2

Finally, by setting K = 27 and from Lemma 3.1, we know that (1+A¢tL)" < e"Ath,
we can obtain the result:

lenta <

leasall < (+1F — 1)ALK
O

This theorem allows us to claim that Euler’s method produces a bounded ap-
proximation for the exact solution y after n iterations. This claim can be proved
to be true for other numerical methods by using a similar argument.

3.2. Local Error. When we compare the accuracy of different numerical methods,
we look at their local error and their global error. The local error of a method is the
error that is associated with one step from z,, to z,4+; for eachn =0,1,..., N — 1.
This error depends on the numerical method, At, and n. The global error is taken
over the entire interval of integration, [a, b].

Definition 3. The numerical method

2 =«
Zn4+1 = Zn+At¢(tﬂazn)7 ’n’:OalaN*l

has local truncation error

Yn — Y, + At(b tna Yn Yn —Yn
Tn+1(At) = 1 ( At ( )) = +1At - ¢(t7m yn)

foralln=0,1,...,N —1.
For example, for Euler’s method we have

tn )+ At (ty,y(tn +A7f2 n))—Yn
Tn+1(At) — (y(tn) ( Y(Ag) 7 Y(€n))—y _f(tnayn)

Since y(&,,) is bounded by M on [a, b],

Tas1(AD)] < %M.

This implies that the local truncation error for Euler’s method is O(At), i.e. first
order.

If the local truncation error for a certain numerical method has order p + 1 at
all ¢t and y considered. Then the global error is order p.

3.3. Taylor methods. Recall that Euler’s method was derived by using Taylor’s
Theorem with p = 1 and that it has order O(At). If we let p > 1 then we can
derive numerical methods of higher order and obtain a better approximation of the
exact solution y. Methods that are derived in this way are called Taylor methods.

Suppose we have the initial value problem

y=1ty), a<t<b yla)=a.
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where y(t) € C?*[a,b]. Then using Taylor’s Theorem, we can expand y(t) about
t, to its pt" Taylor polynomial. Evaluating at ¢, 1, we have

At? AtP

APt
Y(tni1) = y(tn) + Aty (tn) + —y" (tn) + ... + Fy@) (tn) +

my(wl) (&n),

2
with &, € (tn,tns1). We know
Y(6) =ft,y(®), y'O=fty1), ... yPu) =t"Vtye),
S0 we can write
Y(tarn) = ltn) + Aty () + 3L sy () + -+ SL2E D (1, ()
+ P (6, ¥ (E))-

Therefore, by deleting the remainder term,
polynomial of order p:

t(p+ )

TES) £7) (¢, y(&,)), we obtain a Taylor

Zy) =

Zi1 = Zp + ATP) (1, 2,,),
where
AP
(p—1)!
Note that if the (p + 1)** derivative of y(¢) is bounded by M on [a, b], this method
has local truncation error

T (t,,2,) = f(tn,20) + %f“(imzn) +o+ f<p D(tn, 2,).

AtP
(p+1)!

3.4. Runge-Kutta Methods. Although Taylor methods have high-order local
truncation error, they require computing and evaluating the derivatives of f(¢,y).
This process is not only time-consuming, it can be complicated. There is another
family of numerical methods, however, that have the advantages of a high-order
local truncation error without the disadvantage of the computation and evaluation
of the derivatives of f(t,y). These methods are Runge-Kutta methods. In order to
derive these methods, we need the following theorem.

|Tn+1| =

Theorem 4. Suppose that f(t,y) and all of its partial derivatives of order less
than or equal to p+ 1 are continuous on D = {(t,y)|la <t < b,c <y < d}, and let
(to,yo0) be a point in D. Then for all (t,y) € D, there exists a value & € (t,t9) and
w € (y,y0) such that

f(ta y) = Pp(t’ y) + Rp(ta y)

where

Py(t,y) = f(to,y0) + [(t — to) 2L (to, yo) + (y — yo)ai (to, yo)] + [l gtO) ?;2 (to, yo)

2
+ (t —to)(y — yo)gta (to, y0) + & Qyo) o f(to,yo)]‘i‘
P

..+L}I ;’_O(j

and

Yy
i 9
(t—1t0)?™(y — yo)’ atp—ij{f;yj(to, Yo)

1 ptl +1 ) . gptl
Ry(tp, yp) = G+t Z (p] ) (t —to)" " (y — yo)? Wﬂfayﬂ(g 14)-
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The function Py(t,y) is called the p'" Taylor polynomial in two variables for the
function f about (to,yo) and R,(t,y) is the remainder term associated with P,(t,y).

Proof. For this proof, we reduce the Taylor polynomial in two variables down to
the single variable case. Suppose we have the straight line

t=a+tr, y=b+kx, xec[0,1]

where h = (t — tp) and k = (y — yo). Then f(¢,y) is a function of a sinle variable,
x, whose st order derivative is given by

d\?* p s o A
<dm> fz,y) = Z(j>hsjkjats_jfayj f(z,y).

=0

When x = 0, this becomes

s\ O
Z(J)h Wats_ij“gyj (to, Yo)-

Jj=1

By theorem (3), the Taylor expansion of f(x,y) in powers of x is

p—1 s
5 s i o5 f
o) = Fltn ) + X Z(J)h w5 ) o) + By
where

p—1 N
P s\ .. OFf
= — h k) ———
;:1 o ]E 1 (J) o0y (& 1),
with & = tg + Atfz, p = yo + Atbx, and 6 is between 0 and 1. When z = 1, we
have the desired result. O

Now we will derive a Runge-Kutta method using T2(t,y) = f(t,v) + %f’(t, Y).
We need to determine values for aj, a1, and B; such that aif(t + a1,y + (1)
approximates T'®) with error of order two. We know

F(t9) = ) = G (E0) + 5y @)

and
y'(t) = ft,y)
This implies
tof At Of

(9) TO(t,y) = f(t,y) + 75(15 v+ 5 g, By) - f(ty)

If we expand a; f(t + a1,y + (1) into its Taylor polynomial of degree one about
(t,y), we get
(10)

a ft+or,y+061) = a1 f(t, y)+a1a168{ (tay)+a1ﬁ1%§(tvy)+a1'R1(t+alay+/Bl)v

where

2 2 2 92
R1(t+0¢1,y+51):?17f(5, )+ onfig f(f u)Jrﬁﬂ(f’ﬂ)
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with & € (t,t+ 1), u € (y,y + 41). By comparing (9) and (10), we can deduce the
following:

f(t?y) Lap = 1
0 t
aif(t,y) a0 = -5
0 At
c’)%/c(t’y) ra1fh = 7f(t,y).
Therefore a1 = 1, ay = %, and 3 = %f(t,y), which yields the approximation
At At At At
where
At At A2 0% f At? 0% f
At? 2 0% f
+T(f(tay)) @(&M)-

Furthermore, if all of the second partial derivatives of f are bounded, then R; is
O(At). Note that the error that results from the approximation of T() increases
the error, but it does not increase the order of the error. By approximating
T (t,y) with f(t4 a1,y + B1), we have produced the Runge-Kutta method called
the Midpoint Method:

Zy) —

Zn+1 = Zn + At(t, + %,zn +f(tn,z,)), n=0,1,...,N—1
We can compare other Taylor methods of order n to an approximation similar to
the one in the example given above to produce Runge-Kutta methods of higher
order.

In general, the class of s-stage Runge-Kutta methods for %z = f(z) is given by:

Zni1 = 2o+ ALY biE(Z)),
j=1
where
S
Zj =z, + At Z ajkf(Zk)
k=1
for j = 1,2,...,s. Here, the coefficients {b;}, {a;1} are determined by T and
its approximation. As example of a fourth-order Runge-Kutta method (RK4) is as
follows:
Z1 = Zy
At
Z2 = Zn + ?f(Zl)

At
Z3 = Zy —|— ?f(ZQ)

At
Z4 =Zy =+ 7f(Z3)

it =+ [20) + 26(2) + 2(20) + 62,



12 KATHRYN FARRELL

4. MULTISTEP METHODS

One-step methods use information from only one previous timestep and accu-
mulate error with each new z,. Therefore, usuing the more accurate data from
other previous timesteps would lead to a numerical method that has less error.
These types of methods are called multistep methods. Note that the majority of
the methods discussed from here on out will be multistep methods.

Definition 4. Given the initial value problem
y=fty), a<t<b yl)=a
and starting values
=0, W =qQ), W=0q3, ..., Z;p_1=0n_1

an approxrimation z,41 at tpi1 can be found using an m-step multistep method,
where m is an integer greater than 1, given by

zn—i—l = Am—12n + A —22n—1 + At[bmf(tn—i-h Z7L+1) + bm—lf(tna Zn)+
st bOf(tn+1—m7 zn+1—m)]a

where n =m—1,m,...,N — 1, At = , and ag,...,0,_1 and by, ..., b, are

constants.

(b=a)
N

Note that when b,, = 0, the approximation z,4; is defined strictly in terms of
previously determined values. In this case, the method is called explicit. When
bm # 0, 7,41 apears in its own definition and the method is called implicit.

Before we can set up a method by which multistep methods are derived, we need
the following definition.

Definition 5. Suppose we are given distinct points xg, 1, . . ., T, for which we have
values of a given function f. Then a unique polynomial of at most degree n, called
the interpolating polynomial, exists such that

flzr) = P(xg), k=0,1,...,n.

, and is given by

P(z) = f(20)Lno(x) + ...+ f(@n)Lnn(x) =Y f(2k) Lo k(2),

k=0
where (z—z0)(—a1).. ) ). (a—an)
o z—x0)(x—21)...(x—xp_1)(x—Tpy1)...(x—2n
Lmk(x) = (ack—xo)(xk—:61).--(321@—367971)(391@—;c+1)~--($k—xn)

—_TI" (x—z;) _
= Hi:o,#k =z} k=0,1,...,n.

Now we present a method for the derivation of multistep methods. Consider the

initial value problem given in the definition above. If integrated over the interval
[tn,tni1], then

Ylts1) = y(ta) = / Tyt = / e,y (),

n n

or

Y(tn—‘ﬂ) = y(tn) + /t "+1 f(t,y(t))dt.

Note that we cannot integrate f(¢,y(t)) directly since we do not know the solution
y(t). Instead, we integrate an interpolating polynomial, P(t), that is determined by
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some of its previously determined data points (¢o, zo), (t1,21),- - -, (tn,2Z,). Because
we can assume y(t,) & z,, we have

tnt1
Y(tnt1) =z + / P(t)dt.
t

Any interpolating polynomial can be used to derive a multistep method.

Note: We will not go into as much detail about the derivation of multistep
methods as we did for one-step methods. The definition of a multistep method is
sufficient for the understanding of this paper; however, a full background in the
development of the Runge-Kutta methods is essential for the understanding of the
next and following sections.

5. PARTITIONED RUNGE-KUTTA METHODS

As we have seen, some canonical Hamiltonian systems admit a natural dichoto-
moy between positions and momenta. For these types of systems, which can be writ-
ten in the form £u = g(u,v), %v = h(u,v), we can use different quadrature rules

for each set of variables. These methods, called s-stage Partitioned Runge-Kutta methods,
use two sets of coefficients ({b;}, {aj,}) and ({Bj} Aajr}):

Up+1 = Uy + Ath_Jg(UJ,VJ)
j=1

Vp+1 = Up + Atzgjh(UJ,Vj)

j=1
where
S
Uj =u, + At Z C_ljkg(Uk7 Vk)
k=1
S
V; =vn+AtY a;h(Ug, Vi)
k=1
forn=1,2,...,s. Note that in Hamiltonian dynamics,
d
u=q, VvV=—
q d tq
Consider a system of second order differential equations
4 = f(a),
where f(q) does not depend on . Then if we have At and points in time ¢, =
to +nAt for n =0,1,..., N as before, using second order forward differencing, we
have
Ant1 — 29, + Ay
(11) fa,) = =3

This equation can be rewritten and coupled with another equation to produce the
Verlet scheme

L qn+1 — Ay 2
(13) Y =" 5r; + O(At?)
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By introducing velocity, g = v, we can have the first order system
q=v, v=f(q).
We can introduce the discrete approximations:

_ anrl —q,-1

vn 2At
_ qdy, —dn-1
Vi = SR
_ q, + dn—1
A-1/2=— 5

where the first two approximations make use of first order central differencing and
the third equation is an average of the neighboring whole steps. The evaluation of
V,—1/2 on a "staggered grid” to preserve second-order and symmetry. By plugging
each of these three equations into (11), we get the following group of equations:

At
Vn+1/2 =v,+ 7f(qn)
t
Vil = Vpt1/2 + jf(qnﬂ)
qn+1 = q'n, + Ath’l’L-i-l/Q'
Then since we have Newton’s equations
q =V, Mv = _qu(q)a

we can reformulate the above equations into what is known as the velocity version
of the Verlet method, or the Stérmer-Verlet method:

Api1 = 9An + Atvn+1/2
At
MVn+1/2 = MVn — 7qu(qn)

At
MVn+1 = MVn+1/2 — 7qu(qn+1>
For further discretization, this system can be solved in terms of half-step velocities:

Qi1 = dp T ALVyi1/2
Mv,, 172 = Mv,_1/2 — AtV4V (q,,).

This method is called the Leapfrog method. Both Leapfrog and Stormer-Verlet are
O(At?).

6. DIRECT DISCRETIZATION

The integration schemes we have discussed until now were developed for uncon-
strained dynamic systems. However, these methods can be generalized to develop
integration schemes for constrained systems. These generalizations lead to a direct
discretization of the equations of motion.
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6.1. SHAKE. In 1976, Ryckaert, et al., created an integration scheme aimed at
performing molecular dynamics calculations with the Cartesian equations of mo-
tion. In their algorithm, they started with the Verlet algorithm, (12) — (13). They
noted that a position, q, can be written as the sum of two contributions:

q=q +dq,

where q’ is independent of ;\) and dq is linear in X In this case, for each body in
the system,
2
/
dni1 = —9n-1 T 24, — ?qu(q)
At L~
— \Y% .
- ; A Vag(a)

5qn+1 =

Therefore, Ryckaert, et al., produced the new discretization scheme, called SHAKE:

a=4q +dq
0 =g(q),
which can be rewritten in the form
q, - 2qn + q;, - n
(14) M=ot = —VaV(q,) — Gla,)" A"
(15) 0 =g(dp41)-

Note that this form can also be derived by adopting the leapfrog method from the
previous section to the constrained case.

To implement this scheme, solve (14) for @"™! and insert it into (15). this
will yield a system of equations with m equations and m unknown Lagrangian
multipliers

0= &(Xn) = 8(A 1 — APM'G(q,)" A,
where
Qnir =24, — q,_, — APM V4V (q,)
is attained using an unconstrained step attained from one step of the leapfrog
method.
We can reformulate this discretization scheme into a position-velocity form, de-

spite the fact that the scheme integrates only position over time. To do this, we
can use the same method as we did for Stormer-Verlet to set

S P e o 1 _ Vp_1/2+ Vpga)2
Sy e

This yields the position-velocity form of SHAKE:
qn+1 =q, + Atvn+1/2
Mvn+1/2 = Mvn—1/2 - Atqu(qn) - AtG(qn)T )‘"

0= g(qn+l)

1
Vn = 5Vnt1/2 + Vn-1/2

The symplecticity and error of this method will be discussed later on.
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6.2. RATTLE. In order to compare SHAKE with the method to be derived in
this section, we will need the following definitions.

Definition 6. A configuration manifold M is the space of all positions subject
to the position constraints

/\/lz{qERd|gj(q):O,jzl,...,m}.

Suppose q € M. Each parameterization curve q(¢) that contains @ = q(tp) and
lies in M has a velocity vector v at t = to, such that v = ¢(t9). Note that since

gi(a(t)) Vi
we can write
d
29i(a(t) = Vaqg;(a(t)) - a(t) = Vqg;(a(?)) - v(t) = 0.
Definition 7. The tangent space of q is a linear vector space defined by the set
of all possible velocity vectors at the point q:

TM = {@eRdwqgj(zI).v:o,j: 1,,_,7m}

Definition 8. The space of all pairs (g, v), where ¢ € M and v € TyM is the
tangent bundle of M, and is denoted T M.

Because SHAKE approximates the only the projection of q, it is a mapping of
the configuration manifold M. The method discussed in this section, RATTLE,
defines a mapping of the tangent bundle, TM. The purpose of RATTLE is to
correct SHAKE so that its solution lies on TM through projection of v,,1 onto
the tangency constraint

Vag;(q(t)) - v =0.

Hans C. Anderson introduced RATTLE in 1982 as a ” velocity version” of SHAKE.
The derivation of RATTLE is similar to that of SHAKE. However, instead of using
the Verlet algorithm, Anderson uses Stormer-Verlet (recall that this is the velocity
version of Verlet). We start by writing Stormer-Verlet in the following form:

At?
dn+1 = aqp + Atv(t) - Tqu(qn)
At
Vntl = Vp — ? [qu(qn) + qu(qn+1)]
This implies that for constrained dynamics, we have

At? -
(16) s = q+ AtV + = [~VaV(@,) + Gla, va)" ]

At
(17) Vpt+l = Vp + 7 [7qu(qn) + G(qnavn)}

At
+ 7[qu(qn+1) + G(dyp15 Vit1)]

Note that in (16), we need to know v(t) before we can calculate G2 and that
in (17), we need to know GZH before we can calculate v, ;. However, there is
no need to use the same approximation for G in both the position and velocity
equations. Therefore, we can choose an approximation for the G’ in (16) so that
q,, 1 satisfies the constraints either exactly or to within a desired precision. We can
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do the same for (17) by using a different approximation for G?. This procedure
yeilds
2

At n
Qi1 = qy, + Atvy, + N -VqVi(a,) + G(qn)T ?T)]

At - -
Vis = vt 5 [2VaV @) + Gl A ~VaV (@) + Glana) 3

These equations define RATTLE. They can also be written in the form

(18) Qs = G + Ao
(19) Mv,, 4172 = Mv, — %VqV(qn) — %G(%)T )
(20) 0 =g(q,1)
(21)  Mvags = M,/ — %qu(qnﬂ) _ %G(an)T 3 "
(22) 0 = G(dy41)Vnt1.

The multipliers are chosen so that the position and velocity constraints are enforced.
Thus RATTLE requires that both position and velocity satisfy the constraints at
each timestep.

6.3. The Multipliers. To solve for the multipliers A", one has to solve the system
of constraints. If the constraints are linear, the system can be solved using a linear
solver. But in most cases, the system of constraints is nonlinear. These nonlinear
systems have the form

g(@ - APMT Y G(q")TA") =0
=1

—n+1

where q represents an unconstrained step using leapfrog or Stormer-Verlet.

6.3.1. SHAKE iteration. The multipliers of SHAKE can be found by using a coor-
dinate resetting iteration that is basically a Gauss-Seidel iteration. One multiplier
is adjusted at each iteration. Here we will switch notation by putting the step of
the notation, n, into the superscript and the index of the components, ¢, in the
subscript. Let g; be the i component of g. Then G; = Vqgi(q) is the it" row of
the constraint Jacobian matrix.

First set

Q:=q" + Atv" 12— APM Vo V(q")

This is equivalent to taking A" equal to zero in the system of constraints above.
Next, cycle through the list of constraints and correct each one. Compute offset
AA; to satisfy the i*" linearized constraint equation

AA; = 5:(Q)
Gi(QM " Gi(q")

and update Q
Q :=Q-M"'G;(q")"AA;
Repeat this cycle until all constraint residuals are within some tolerance, i.e.
gi(Q) < tol. Then set "' = Q
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Given a good enough initial guess (or small enough stepsize) this iterative method
converges.

Now we talk about the True Newton iteration and quasi-Newton iteration. Both
of these methods (as well as others) rely on the vector of offesets AA = {AA;}

AN =R 'g(Q)

For the true Newton iteration, R = G(Q)M'G(q")”, where Q is the updated
approximation from

Q:=Q-M'G(q")TAA

For the quasi-Newton iteration, R = GM 'G’, where G = G(q*) for ¢*
computed at timestep t*. Here, G is updated as needed for convergence.

6.3.2. RATTLE iteration. RATTLE has two multipliers for each timestep: one
for correcting the position approximations and another for correcting the velocity
approximationss. One multiplier is adjusted at a time so that the constraints are
satisfied within some given tolerance, tol.

The Anderson provided an iteration for the solution of the multipliers in the
introductory paper of RATTLE. In a general constrained system, let ¢ and j be
two particles or point masses such that there is a constraint g;; between them,
1,7 =1,2,...N. First, recall that

F? = —tiV(q?, qg’ cee 7q71i/)
and define N
hij = At K(r)z‘j
—n+l1

kij = At X()ij
Then (19) becomes

n+1/2 _yn At F" — hij G(q™
Vi Vi + 2mi ¢ ZTTLZ‘ (ql)

and (21) becomes
At kij
vl oy t/2 S0 gl T G gnt!
K3 1 2m1 1 2mz ( 1 )
To start iteration, let
n+1/2 n At n
V. =V —F!
7 + 2mz 7
The iterative loop begins here. Since the constraints can be solved in any order,
pick one that involves point masses ¢ and j. Define

s=q + AtvI T2 g — AT

3
This is the approximation of the vector displacement of point masses i and j. In
most cases, the constraints are distances, so let d;; be the distance between point
masses ¢ and j. If
|s|? — d?j < tol
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then the constraint is solved within the acceptable tolerace, so pick a new constraint
and continue the process. Otherwise, V?H/ % and V;L—H/ % need to be corrected by
amounts proportional to h. Update the position vectors by
+1/2  h
qi=q? + At [v? /2 _ qij}
my;

and

12, h

q; =q) + At {v? 2y qij}
mj
where q;; = q;' —qj. Let these be the new values for q?ﬂ and q?“, respectively.
Note that the goal is to choose h so that |q! — q§-|2 = dfj. That is, we want their
difference to be within the given tolerance. Solving for h we have
|S|2 - d?j

- 2At [S . qZ”j] (m;1 + m;l)

where the new values for q! and q§» are used to calculate s and the second order
terms in h are neglected. Once the correct h is found, update V?+1/2 and V?H/Q

by

1/2 At h
Vit = %F? - qu
7 %
and
n+1/2  _n At n h n

respectively. Then go to the beginning of the iterative loop, pick a new constraint,
and repeat the procedure. Note that these are the values to be used in the iterative
loop for the new constraint. This ensures that by the end of the iteration, all of
the constraints are satisfied, not just the latest one.

—n+1
Now we have to solve for ) (v) - The procedure is similar to the previous iteration.

Start by letting
V;L'H = v7+1/2 + At F;LJFI

¢ Qmi
n+1/2
)

Note that the v that satisfies all of the position constraints due to the previous

—n

iterative procedure for A(r) 18 used here. The iterative loop begins. Again, the
constraints can be solved in any order so pick one that involves point masses ¢ and
j. If

q%“ . v?j‘H < tol
where tol is some given tolerance, then this constraint is satisfied. Pick a new
constraint and begin the iterative loop. Otherwise, we need to correct v; and v;
by amounts proportional to k. Let

k
t _ n+l v n+tl
Vi=V; .y q;;

and

k
t n+1 n+1
Vi =V; =+ —mj qij
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n+1 1

be the new values for v and V;H_ , respectively. Note that the goal here is to
choose k so that v{ —v? is perpendicular to qZH. That is, their dot product should
be zero, or within tol of zero. Thus we want

n+1 n+1 n+1
7 - [vi —V; ]

2 o —1 1
dij (m; ~ + m; )

k

Once the correct k is found, replace V?H by v! and V?H by v

constraint and begin the iterative loop with these new values.

t

5 Pick a new

6.4. Symplecticity. In this section, we derive the definition of symplecticity and
discuss its implications. Then we will show that SHAKE and RATTLE are both
symplectic maps. We begin with a couple of definitions.

Definition 9. A smooth map U : R?*? — R2? on the phase space of a system
is called a symplectic map with respect to the constant and invertible structure
matriz J if its Jacobian V,(z) satisfies

[Wo(2)] T (z) = T
for all z in the domain of definition of U.

Definition 10. The wedge product of two differentials df and dg is an operator
defined by

(df Ndg)(§,m) = dg(&§)df (n) — df (§)dg(n)

If we have a location z, then we can apply a coordinate transformation ¥ : R™ —
Rm
7z =U(z).
Note that this implies
dz = VU ,(z)dz.

Let z = (q,p) € R??. Then we have the transformation

(23) q="'(q,p)

(24) p =V*(q,p).
Then we can write

(25) dq A dp = dq A dp,
where

dq =V} (q,p)dq+ ¥}(q,p)dp
dp = ¥2(q,p)dq + ¥ (q, p)dp
Before we come up with a symplecticity condition using the wedge product, we

will need to know the properties of the wedge product. If da, db, dc are k-vectors of
differential one-forms on R™, then the wedge product has the following properties:

(1) Skew-symmetry
daNdb= —dbAda
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(2) Bilinearity
da A (adb+ Bde) = adaNdb+ BdaNde
(3) Rule of matriz multiplication

da A (Adb) = (ATda) A db

is a consequence of property 2 and the definition, and holds for any k& x k

matrix A.

Lemma 2. Let du be any arbitrary differential in R™ and let A be any n x n real

symmetric matriz. Then du A (Adu) = 0.

Proof. Using the skew-symmetric property and the rule of matrix multiplication,

we have
du A (Adu) = (ATdu) A du
= —du A (AT)du
= —(Adu) A du

The only way this is possible is if du A (Adu) = 0.

Now we can prove the following theorem.

Theorem 5. A transformation ¥ as defined above is symplectic if dg\dp = dq\dp.

Proof. First note that by the definition of the wedge prduct,
(37N dz) Adz = Y0 | [dzi A dzayi — dzasi A dz)
d

= > i1 dgi Ndp; — dp; N dg;)

=2dq A dp
Then dq A dp — dq A dp is equivalent to

(37 'dz) A dz = (I 'dz) A dz.
Since
dz — V,(z)dz,

we have

(I Ydz) Ndz = (I U ,(2)dz) A (V,(2)dz).
By property 3,

(I7Ydz) N dz = (U, (2)TT 'V ,(2)dz) A dz.
Therefore,

I =0,(2)TT 710, (2).

]

Here we switch back to our original notation, with the step, n, in the subscript.
Note that most numerical integrators preserve symplecticity up to a certain error.
A numerical method is called a symplectic integrator if the symplecticness condition

dQn+l A dpn+l = dqn A dpn

is preserved exactly.
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Symplectic maps preserve certain properties of the dynamical system which they
are integrating. Energy, for example, can be preserved through the use of a sym-
plectic integrator. The symplecticness of SHAKE and RATTLE was analyzed by
Leimkuhler and Skeel in 1994. They derive what they call velocity-level SHAKE
for the one-dimenstional case in the following way.

If the SHAKE algorithm is iterated to convergence, then we have
gn+1 = 2Qn —Qqn—1 — AtQVqV(Qn) + Atzg/(qn)T)‘n

9(gn+1) =0
Set pnyi/2 = (¢ny1 — @n)/At to obtain the leapfrog form that has error of order
three

Gn+1 = qn + Atpryiyo
Prsi/2 = Pn-1/2 — AtVV (qn) + Atg' (gn)" A
9(qn+1) =0
Define further p, = (gnt+1 — gn—1)/(2At) to get

Gn+1 = qn + Atppii12

At At
Pn+1/2 = Pn — ?VqV(Qn) + 7QI(Qn)T>\n

9(@n+1) =0
At At
Pn+1 = Pn+1/2 — 7qu(Qn+1) + 79/(Qn+1)T>\n+1
This system of equations is called velocity-level SHAKE (VS). Note that this cannot
be a symplectic method as defined here. Although g(g,) = 0 at every grid point,
the hidden constraint ¢'(g,)M ~'p, = 0 will typically fail to be satisfied. We can
therefore only show that VS preserves the wedge product.

VS can be viewed as a one-step mapping, where the differentials obey

(26) dgn+1 = dgn + Atdpp 4172
At At
dpn+1/2 = dpn - ?dqu(Qn) + 7d(g/(Qn)T)\n+1)
9 (gns1)dgni1 =0
At At
dpn+1 = dppi1/2 — 7dqu(Qn+l) + 7d(g/(Qn+1)T)\n+l)

It remains to be shown that VS preserves the wedge product. To prove this we
will need the following lemma.

Lemma 3. dg, Ad(q'(g.)TA\) =0
Proof.

dgn A d(g'(gn)" An) = dgn A g'(gn)"dXn + D Xodgn AT} dgy,
=0
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where \,, has been indexed by a superscript and I'!, is the Hessian of the ith
constraint function. We know ¢(g,,) = 0, which implies ¢(g¢,)dg, = 0. So

dgn A g'(gn)"dNn = ¢’ (gn)dgn N dN, =0

Thus the first term equals zero. All of the terms of the summation can be
eliminated by 2 O

Now we can show that VS preserves the wedge product. Let V" be the Hessian
of V. So dV,V(gn) = V" (gn)dqn. Then we have

dqn+1 A dpn—i—l
= dqn+1 A (dpn+1/2 - %V//(qn+1)dQn+l)
= dQnJrl A dpn+1/2 - %danrl A Vll(qn+1)dqn+l+
Stdgnia Ad(g' (g1 Ang1)

The second and third terms in this equation can be eliminated by use of Lemma 2
and Lemma 3, respectively. So we have

dgny1 N dpny1 = dgni1 Adppii/2
From (26) we have

dqny1 A dpny1 = (dgn + Atdpng1/2) A dprgy2
= dqn A dp7z+1/2
= dg, A (dpn — 5LdV,V (gn) + Atd(g' (g2)T M)

Here, again, the second and third terms can be eliminated by Lemma 2 and Lemma
3, respectively. So we have

dQn—H A dpn+1 = dg, N dpy

which means VS preserves the wedge product.

We know that SHAKE and RATTLE are equal, but RATTLE satisifies both
the position and velocity constraints at discretization points. Since symplecticness
is directly related to the wedge product, the proof that RATTLE is symplectic is
similar to the proof that SHAKE preserves the wedge product.

The converged RATTLE algorithm can be expressed as
Int1 = qn + Atpniiy2

At At
Pnt1/2 = Pn = = VVign) + 79/(qn)T)\?T)
At At
Pt =Pno1/2 = 5 VoV (ani1) + 50 (@nr) ALY

This set of equations is called a VR step that satisfies constraints
9(qn41) =0
9 (Gny1)Pny1 =0

If we write
Gn+1 = qn + Atpryiyo
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then

At
Prt1/2 = Pne1j2 — DtVV(gn) + 59" (an) " ALy + AL)-

2
So we have

dQn+1 A danrl = dQnJrl A dpn+1/2 - %dQnJrl A dqu(Qn+1)

+5dgn 1 A dg (gn) A

The second and third terms in this equation can be eliminated by Lemma 2 and
Lemma 3, respectively. Then we have

dQn+1 A dpn+1 =dqn N dpn—l/Q
= dgy A dppy1js + Atdg, AdV,V (gn) — Stdg, Adg'(ga)T (A + ML)

The second term is eliminated by Lemma 2 and the two last terms are eliminated
by Lemma 3. So we are left with

dQn-‘rl A dpn+1 = dqn A dpn+1/2
= dqn N\ dpn — %dQn A dqu(Qn) + %dqn A dg/(Qn)T)\n

Here, again, the second and third terms are eliminated by Lemma 2 and Lemma 3,
respectively. Thus we have

dQn—i-l A dpn—i—l = dQn A dpn

so VR is a symplectic mapping.

7. HIGHER ORDER METHODS

High-order methods can be obtained, of course, by using Taylor and Runge-
Kutta methods. However, high-order Taylor methods have drawbacks which we
have already discussed and high-order Runge-Kutta methods are usually implicit
and are therefore more expensive computationally. A cheaper way to obtain higher-
order symplectic methods is through composition. There are two methods by which
one can form a computation method: first, by splitting the Hamiltonian into two
or more subproblems, and second, by using a symmetric second-order symplectic
approximation. Another benefit is that these types of higher-order methods pre-
serve certain geometric properties of the problem being analyzed. Before we begin,
we need to define what it means for a Hamiltonian system to be separable.

Defintion 11. A Hamiltonian is separable if it can be written as a sum of kinetic
and potential energy in the form

H(q,p) =T(p)+ V(g

The corresponding systems of equations is written

d
Za=V.T
at q=Vp (p)

d

%P = *qu(Q)-
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Note that this can be written as two Hamiltonian subsystems

=YV

and
%q: VpT'(p)
%p =0.

7.1. Notation. The purpose of this section is to clarify the meanin of the notation
that will appear in the following sections. We will introduce the notatation for
linear systems of differential equations and then extend it to the nonlinear systems
to ensure complete understanding.

Given the linear differential equation

%ZZAZ

the flow map can be written

Dy a(z) = e'Aaz,
where the matrix exponential is defined as
3

3
3!A +..

t2
eth :Ik+tA+5A2+
Note that
oA tB _ t(A+B)

is only true if A and B are commutable matrices.

Now consider the nonlinear differential equation

d
pri f(z)

if this system is Hamiltonian, where z = (q, p), then we can write
2= {2, H(z)},
where the braces represent the Poisson bracket
{F,G} = F4Gp — Fp,Gq.
We can introduce the differential operator Dg by
DgF :={F,G}

which implies

Z = DHZ.
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The goal of composition methods is to find coefficients (weightfactors) {c;},_,
and {d;},_,

yeeeyS
, for a given order p so that

k
(27) exp[At(A+ B)] = H exp(c;AtA)exp(d; AtB) + O(AtPT!)

where A = V,T(p) and B = V4V (q).

Now if we look at the flow of z(t) from ¢t = 0 to t = At, we have
O, g = z(At) = [exp(AtDy)]z(0).
Note that for separable Hamiltonians,
Dy = Dr + Dy
SO
O, g = z(At) = [exp(At(A + B))]z(0),
where A := Dt and B := Dy, .

Now suppose we have found such {¢;} and {d;} for some given p. Then a mapping
from z = z(0) to 2z’ = z(At) is given by

k
o= (H exp(c;AtA)exp(d;AtB))z.
i=1
This mapping is a product, i.e. composition, of symplectic mappings and is there-
fore symplectic. From this map we can define an p** order symplectic integrator
oT
q =9;_1+ Atci%(pifl)

ov
=Py + Atd;—(q;),
P; Pi—1 + 8q (qz)

where z = 2(0) = (dg, o) and 2’ = z(At) = (. py.

7.2. The Coefficients. If we expand the left side of equation (27) in powers of
At, we can compare the coefficients between terms with equal powers of At. This
ields a nonlinear set of equations for {¢;} and {d;}. For example, when p = 2, we
get three equations. From the coefficients in front of A, we have

cit+e+...4+c,=1.
Similarly, from the coefficients in front of B, we have
di+do+...+cp=1.

In addition, we have an equation that comes from the coefficients in front of AB

1
Cl(dl+d2+~-~+dk)+02(d2+---+dk)+~--+dek:a-

In this case, the simplest solution is k = 2,¢; = c3 = %7 dy = 1.

However, the complexity of finding values for k, {c;}, and {d;} increases as n
increases. Therefore, we introduce another method by which higher order compo-
sition methods can be derived.
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7.3. Composition Methods of Even Order. First note that (27) is equivalent
to
k

(28) S(At) := [ [ exp(ciAtA)exp(d; AtB) = exp[At(A+ B) + O(AtPH)]
i=1
Note also that any symmetric operator has even order and time reversibility:
S(At)S(—At) = S(At)S(At) = identity.

One advantage to using symmetric methods is the fact that the order conditions
simplify due to the fact that the odd power terms in the Taylor expansion of the
local error vanish.

Suppose that we have the second order integrator from the brief example in the
previous section:

1 1
Sond(At) 1= exp( §AtA) exp(AtB)exp( iAtA)'

Then we can obtain a 4" order symplectic integrator by a symmetric composition
(29) S4th(At) = SQnd(xlAt)SQnd(fL‘oAt)SQnd(l'lAt),
where zg and x; are two real numbers that have yet to be determined. In order to

continue the analysis of this new integrator, we will need the following formula.

Definition 12. For any non-commutative operators X and Y, the product of the
two exponential functions, exp(X) and exp(Y), can be expressed as a single expo-
nential function:
exp(X)exp(Y) = exp(Z),
where
Z=X+Y+3[X, Y]+ é([X,X,Y] + VY, X))+ H[X. Y, Y, X] - (V. Y, Y, Y, X]
+[X, X, X, XY + 5655 (V. X, X, XY+ (XYY Y, X)) + ﬁ([X,X,Y,Y,X,]
+ VY, X, X,Y])+....
Here the brackets represent the commutator
[X,)Y]=XY -YX
and higher order commutators
(X, X,Y]:=[X,[X,Y]].
This formula is called the Baker-Campbell-Hausdorff (BCH) formula. Re-
peated application of the BCH formula yields
exp(X)exp(Y)exp(X) = exp(W),
where
W=2X+Y + LYY, X] - X, X, Y]+ 35 [X, X, X, X, Y] — 55 [V, Y, Y, Y, X]
+ %[X,Y,Y,Y,X} + %[Y,X,X,X7X,Y] - &[X,X,Y,Y,X,} + %[Y,Y,X,X,Y] +....

This allows us to write
Sona(x1At) = exp(Atzioq + AtPrias + Atzla® 4 ...)

and
Sona(xoAt) = exp(Atzoag + AtPzias + Atzia® +...)
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where

1 1
- E[BwB?A] _ﬁ[

This yields the composition

a1 —A+B, o3 A A, B], a5 A A A A Bl +....

T
5760
Satn(At) = exp[At(zo + 2x1)aq + AP (xd + 223 )az + At (x) + 225)as + ...

In order for this to be a 4" order integrator, it must be of the form

Sutn(At) = exp[At(A + B) + O(AtY)].

Therefore, we will need two conditions:

ro+2x, =1, and mg + 236“;’ =0.

This yields the unique solution

—21/3 1
x0:2_21/3’ 1‘122_21/3.
By comparing (28) with (29), the coefficients for (28) can be found:
1 1
di =dz=xz1, dp= o, € =4 =51, 02=C3=§($0+$1)-

This gives us the exact coefficients of a 4t order integrator.

Now we can find a 6! order integrator by the same process, using Sap:

Seth (At) == San (y1 At) Saen (Yo At) Saen (y1 AL),
which can also be written

Seth = Sond(T1Y1A1) Sona(Toy1 At) Sana(€1y1 At) X Sond(1Y0At)Sona(ToyoAt) Sana(x1yo At)
X Sond(x1y1At)Sona(roy1 At)Sona(x1y1At).

Through this process we can see two things

(1) If a symmetric integrator of order 2p, Sa,q(At), is previously known, we
can produce an integrator of order (2p + 2) using the composition
Sop+2(At) 1= Sa,(21At)Sop (20At) Sap (21 At),
where 2y and z; satisfy
—91/(2p+1) 1
0T ot U T g g/

Note that
Sopi2(At) = exp[At(zo + 221) + O(At?PH2)]

because the lower powers of At are eliminated when developing the lower-
order integrators.

(2) To get a (2p)t" order symplectic integrator, we have to compose So,q with
itself 37~! times. Therefore, the number of steps k is k = 3P~ + 1, which
obviously grows rapidly as p increases.
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8. CONCLUSION

As numerical techniques developed, certain advantages began to appear with the
use of specific schemes. Symplecticity, for example, is highly valued when work-
ing with dynamical systems, especially constrained systems. SHAKE preserves
the wedge product and its ”velocity” verson, RATTLE, is symplectic. These two
methods, however, have global error O(At?) since they are derived from globally
second-order methods. However, higher order symplectic integrators can be con-
structed using composition methods. However, it must be noted that the higher
the demanded order, the greater the complexity of its derivation. Therefore, it can
be seen that accuracy comes at a price. More accurate methods are usually more
costly than lower order methods, so the search continues for symplectic methods
that have minimal cost and high accuracy.
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