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When solid bodies contact and slide against each other, the frictional phenomenon occurs. The
origin of the related frictional force is studied by assuming the existence of two clean crystal sur-
faces, which follows the current experimental trends. This study theoretically clarifies the atomistic
origin of the frictional force intrinsically generated by the molecular interactions between the con-
stituent atoms of solids, but not the force extrinsically generated by surface asperities, the existence
of foreign atoms, etc. Furthermore, this study assumes that the constituent atoms of the two con-
tacting surfaces interact with each other due to the interaction potential. This study found that
there are two origins: atomistic locking and dynamic locking. Atomistic locking occurs when the
configuration of the atoms on a contact surface continuously changes with the sliding distance and
when the interatomic potentials have an arbitrary strength. In contrast, dynamic locking occurs
when the configuration discontinuously changes due to the dynamic process and if the interatomic
potential is stronger than a specific given value. A criterion is derived for the occurrence of dynam-
ic locking. From studying various systems, it can be seen that dynamic locking is unlikely to occur
in realistic systems. The frictional forces due to atomistic locking are calculated for a-iron. One
other important finding prior to the experiments is that certain unique cases exist where the fric-

tional force exactly vanishes if completely clean solid surfaces are prepared.

I. INTRODUCTION

When two solid bodies contact each other and one
body subsequently slides against the other, the frictional
phenomenon occurs.! Enormous amounts of experimen-
tal data has shown that energy, i.e., frictional energy, is
necessary for sliding contacting bodies. This indicates
that a force (frictional force) parallel to the contacting in-
terfaces appears.

Several models (or views) have been proposed to ex-
plain the origin of this frictional force. Some relate to the
mechanical locking of surface asperities,” and others to
the atomistic origin, i.e., the molecular interaction be-
tween the constituent atoms of solids.> A solution to the
problems of coefficients of friction in real systems is
achieved from the viewpoint of phenomenology by a
priori assuming that the frictional force exists.* In real
systems the data usually measured contain many un-
known factors: surface roughness, poisoning by contam-
inants such as O,, H,, and oil, etc. It is difficult, there-
fore, to study the origin of the frictional force from the
experiment data available at present. More recent experi-
mental studies,>® however, try to exclude many of the un-
known factors by preparing well-defined surfaces. The
purity and completion of such surfaces can be detected
by current surface-analysis techniques such as scanning
tunneling microscopy (STM).”

To understand the frictional-force mechanisms, this
paper theoretically considers the atomistic origin of the
frictional force on clean solid surfaces. It clarifies the ori-
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gin of the frictional force that is generated by intrinsic
factors, such as molecular interactions between constitu-
ent atoms, not by extrinsic factors such as surface asperi-
ties or surface contaminants. The system studied consists
of two solid crystals: the upper and lower body. The
lower body is assumed to be rigid, and the upper body
slides against it. The atoms belonging to both bodies are
assumed to interact with each other by pairwise intera-
tomic potentials. The frictional properties are investigat-
ed for a quasistatic case where the upper body slides very
slowly against the lower one. Atoms are considered to
form the most favorable configuration by changing their
positions during quasistatic sliding. Thus the concept of
adiabatic potential is introduced to analyze the interac-
tion energy operating between all the constituent atoms
and the changes in their configurations. In general, the
configuration of the atoms changes either continuously or
discontinuously during sliding. The energy necessary for
these configurations of the atoms to change is the fric-
tional energy. This energy could dissipate into lattice vi-
brations, but the detailed mechanisms of such energy dis-
sipation are not investigated here.

The organization of this paper is as follows. Section II
defines the model for friction. The expressions for the
adiabatic potential, frictional energy, and frictional force
are obtained by assuming a rigid lower body. Section III
examines an unrelaxed upper-body case, in which both of
the upper and lower bodies are assumed to be rigid, by al-
lowing the interplanar distance between the two bodies to
vary during sliding. In this case, the configuration of the
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atoms continuously changes, resulting in one atomistic
origin called atomistic locking. Section IV analyzes a re-
laxed upper-body case, where the upper body is allowed
to relax during sliding, in relation to the strength of the
interaction potential existing between the two sliding bo-
dies. In this case, the configuration of the atoms changes
either continuously or discontinuously during sliding.
The discontinuous change of the configuration results in
the other atomistic origin called dynamic locking. In ad-
dition, friction transition is observed where frictional
force changes from vanishing to finite as the interaction
potential strengthens and a criterion for this occurrence
is derived. Section V discusses the frictional properties of
various systems in connection with the friction transition
analyzed in Sec. IV.

II. THEORETICAL PRELIMINARIES

A. Adiabatic potential

The adiabatic potential is defined by the total energy
when two contacting solid bodies slide against each oth-
er. This assumes that the upper body slides against a
fixed lower body. It is also assumed that the upper body
has N* atoms and the lower body N ! atoms, and that the
constituent atoms belong to both bodies interact with
each other. The position coordinates of the atoms are
denoted by r;=(r7,r},r?) where i =1,2,...,(N*“+N').
The total energy is a function of the position vectors r; of
all the atoms:

w(Q:(r;}) .

Q stands for the displacement vector of the upper body
against the lower body. An r; coordinate set satisfies the
relationship

2.1

NY N!
Q=3r;/N* and 0=3r,;/N'. (2.2)
1 1
Thus, the adiabatic potential spans a 3(N“+N'—1)-
dimensional potential surface. A set of r; is determined
so as to minimize W (Q:{r;}) for a given Q. The adiabat-
ic potential can then be denoted as W(Q), since r; is a
function of Q. In general, the configuration of the atoms
can change either continuously or discontinuously as Q
varies.

Suppose Q and Q' are very close. Frictional energy
W(Q,Q’) is defined as the energy necessary for the
configuration at Q' to change into the one at Q. Thus,
the frictional force F(Q) and the critical frictional force
F., which are required to slide two contacting bodies
against each other, can be obtained by

. W( ")
F(Q)= lim 2/ QQ) 2.3)
Q Q'ITQ Q—Q’

and
F,=maximum of F(Q) . (2.4)

Frictional energy W(Q,,Q,) is lost along the path from
Q, to Q, and can be obtained by
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w(Q,,Q,)= fpmh—(dQ,F(Q)),- : 2.5)

where (x,y); stands for an inner product between vectors
x and y; this notation will be used throughout this paper.
Frictional energy depends on the path. Average friction-
al force F,,(Q;,Q,) along a path from Q, to Q, is

w(Q;,Q;)
F,(Q,Q)=—F".
Ql Q2 fpathldQ|

Equations (2.3)-(2.6) generally hold true when any two
bodies slide against each other.

(2.6)

B. Model

The model involves two contacting surfaces that have
some form of simple symmetry for simplification such as
fcc (face-centered cubic), bee (body-centered cubic), or
hep (hexagonal closed packed) lattices. Each atom be-
longing to the upper (or lower) body is denoted by a (or
b):

Vaar), Vap(r), and Vi, (r). 2.7)

V.4(r) (c,d =a or b) describes the interaction between
atoms ¢ and d (r denotes the interatomic distance be-
tween two atoms). ¥V, (0)=0 and ¥V, (0)=0 are used
throughout this paper. This assumption means the ex-
clusion of the self-energy part of the interactions between
constituent atoms from the expressions derived below.
This is equivalent to ¥', where the summation when i =j
in Eq. (2.8), for example, is excluded. The relative posi-
tions for the primitive vectors of the two contact surfaces
are shown in Fig. 1. These primitive vectors are denoted
by g}, 85, g1, and g, and q is a misfit vector. The follow-
ing section studies frictional properties for when an upper
body moves quasistatically along a certain direction
parallel to the contacting surface against a stationary
lower body.

FIG. 1. General configuration where the primitive cell is
spanned by primitive vectors: g and g) of the upper body and
contacts a primitive cell spanned by primitive vectors: g; and g,
of the lower body with misfit vector g,.
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C. Expression for adiabatic potential

The adiabatic potential is obtained by
N* N!

WQ=3 2

N¥N¥
U —r;D+L S Vo —r;))
i’j

(2.8)

Remember that V,,(0)=0 and V,(0)=0. Here, the
summation of j in the first term of the right-hand side is
expressed by

N!
Vin=3V,r—r1;]) . 2.9

J
Vir) is the interaction energy that the atoms of the
upper body receive from the atoms of the lower body.
The term V,,,,(lr —r; |) is dropped, since it has no Q
dependence. V ltr) has a periodicity characterized by the
primitive vectors of the top layer of the lower body.
Also, an upper body with a simple symmetry can be re-
garded as a stacked layered crystal. Equation (2.8) can be
rewritten by making use of these facts.

A new notation 1! or (pl,z}) is introduced, where p}
stands for the components of the positional vectors on
the yth layer, which is referenced by counting y layers
up from the bottom layer of the upper body. z! stands
for the z components of the positional vectors on the yth
layer. Notation r; =(r7,r/,rf) is still used in Sec. IV and
positional vector r! can be expressed by using primitive
vectors g; and g, of the lower body:

rf=(pl,z}/)=(x7g, +yrg,+Mpl,z}) . (2.10)
Here, Ap? is defined by
ApY=Ax)g, +Aylg, (0<Ax},Ay7<1). (2.11)

x} and y! are integers that define Ap? in Eq. (2.11). x7,
y¥, AxY, and Ay} are obtained from a given vector p! as

x}=[X}Y] and y)=[Y/], (2.12)
and
Ax)=XY—[X}] and Ay}—[Y/]. (2.13)
XY and Y} are defined by
X,-"=M and Y,.V———w’—gz)" , (2.14)
gl g,

where [x] is Gauss notation and stands for a maximum
integer that is equal to or smaller than x. Accordingly,
Eq. (2.8) is rewritten as

MNM
W(Q)= [drP(r;g,g)ViinN+1 3 V(lrf—rr]),
LYY

(2.15a)

or
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W(Q=3 [drP,(r;g,g,)
Y
& r)+'2Vaa(Ir 7)) (2.15b)
I8g
P(r;8,,8,)=3P,(1;81,8,) » (2.16)
Y
Py(r;gl,g2)=28(p—Apr)8(z -z/), (2.17)

where 8(z) is a 6 function.

Frictional properties are studied for two cases: a rigid
upper body and a relaxed upper body. In the first case,
the frictional properties can be easily analyzed, and the
first important result of this paper is based on this
analysis. In the second, the configuration of the atoms
changes either continuously or discontinuously according
to displacement Q.

III. THE CASE OF AN UNRELAXED UPPER BODY

A. Adiabatic potential

It is assumed that the atoms of the upper body do not
change their position coordinates due to sliding friction
and that the configuration of the atoms of the upper body
does not change with Q. Therefore, the first term in the
right-hand side of Eq. (2.15b) is focused on, since only Q
dependence of W(Q) is of interest. The equations to be
solved are

W(Q=3 [drP,(r;g,g)Vr) , (3.1)
Y

P, (r;8,,8,)=8(z—h,)P,(p), (3.2)

P, (p)=38(p—Aap]), (3.3)

Apl=Ax]g,+Ay/g,; , (3.4)

where z'=h, can designate all atoms belonging to the
yth layer of the upper body, since the upper body is rigid.
Equation (2.17) is then rewritten as Eq. (3.2) and h,, is
determined so as to minimize the W(Q) for a given Q.

The frictional properties appear as the Q dependence
of P (p) throughout Egs. (3.1)-(3.4). If, for example,
P (p) is independent on Q, a given set of A, is also in-
dependent on Q, since the functional form of W (Q) for
h, does not change. Accordingly, I_’y(p) and W(Q) are
invariant for any displacement Q and the corresponding
frictional force exactly vanishes. If Fy(p) changes with
Q, then W(Q) depends on Q, and the frictional force
does not vanish. Thus, the Q dependence of f’y(p) deter-
mines the Q dependence of W(Q), i.e., it determines
whether or not the frictional force vanishes. This proper-
ty is crucial in the unrelaxed case, but not so important
to the relaxed case where the configuration of the atoms
can discontinuously change with Q.

B. Q dependence of P, (p)

This section examines the conditions that determine
whether or not P, (p) is invariant for Q. To calculate
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FIG. 2. Schematic illustrations of possible nonvanishing re-
gions where the atoms of the upper body are projected onto a
two-dimensional space spanned by g, and g, when I_’y(p) is
variant with Q. [(g,8)/]&il, (8»&)./lgil, (g1,82)i/Igl,
(83, 8),71g.1)1=(r,r,r,r) for (a), (r,r,ir,r) or (r,r,rir) for (b)
(r,ir,r,r) or (ir,r,r,r) for (c), and (r,ir,r,ir) or (ir,r,rir) or
(r,ir,ir,») or (ir,rir,r) for (d) where r represents rationality and
ir irrationality.

Ax}Y and Ay! in Eq. (3.4), it is necessary to specify posi-
tional vector p?. If the upper body is rigid, the positional
vectors of the atoms belonging to the yth layer of the
upper body (see Fig. 1) are

pI=iygitiyg+af+Q, (3.5)
where qf is a misfit vector of the yth layer. Then,
X7= (pl,81);
gl
_ i\7(g),8); iy (858 +(af +Q,8);
= , (3.6a)

|31‘

FIG. 3. Schematic illustrations of possible nonvanishing re-
gions where the atoms of the upper body are projected onto a
two-dimensional space spanned by g, and g, when I_’Y(p) is in-
variant with Q. [(g,81):/1gil, (85.81):/lgil, (g1,82):/lgal,
(g5,82): /18| 1=(ir,ir,ir,ir), where ir represents irrationality.

(c) T

FIG. 4. Schematic illustrations of possible nonvanishing re-
gions where the atoms of the upper body are projected onto a
two-dimensional space spanned by g, and g, when p},(p) invari-
ance with Q is restricted. [(g},g));/lgil, (gng1):/lgil,
(81,82). 7182, (85,8:)i/18:1)]1=(r,r,ir,ir) for (a) , (r,ir,ir,ir) or
(ir,r,ir,ir) for (b), (ir,ir,r,r) for (c), and (ir,ir,ir,r) or (ir,ir, r,ir)
for (d), where r represents rationality and ir irrationality.

14 .
Y},z (Pz 7g2)1
! |82|

_i(81,8)i 77 (85,8:): T (g +Q.8,);
lga| '

The two-dimensional distribution, P, (p), in Eq. (3.3) can
be obtained according to the Bohl-Sierpinski-Weyl
equipartition theorem.® P, (p) is specifically determined
by projecting Ax! and Ay} onto the two-dimensional
space spanned by vectors g, and g, due to Egs. (2.13),
(3.6a), and (3.6b). The equipartition theorem says that ra-
tional (g.,,8,);/|g,| (m,n =1 or 2) results in a inhomo-
geneous I_’,,(p), but irrational (g}, ,g, );/lg,| (myn=1 or
2) results in a homogeneous P, (p). Thus, whether or not
(8n>8,); /8, (myn=1 or 2) is irrational or rational
determines }—’y(p). The possible combinations of
(8,8,):/|8,| generate nine kinds of P, (p), which are
classified into three cases in terms of the Q dependence of
P(p). The corresponding distributions of P(p) are
schematically illustrated in Figs. 2—-4.

(3.6b)

1. Variant I—’, (p) case

Figure 2 shows Fy(p) by lines and dots. For instance,
when the values for (g),,g,);/|g,| (m,n =1 or 2) are all
rational, P (p) consists of dots seen in Fig. 2(a), since
many atoms can occupy the same site in a two-
dimensional space. The large dots represent a relatively
high density of the projected atoms. When Q varies, the
dots relocate with Q and frictional force appears. The
occurrence of friction stems from the fact that the upper
body moves against the lower body in the (nonflat) poten-
tial surface. This is the same as the classical picture of
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friction; mechanical locking? of surface asperities. This
potential surface, however, spans not on a large scale, but
on an atomistic scale and the related mechanism is called
atomistic locking, as an analogy for the mechanism for
the mechanical locking. [This situation is later referred
to as the invariant P,(r;g,,8,) case.]

2. Invariant P, (p) case

In Fig. 3, P(p) involves only the domain. The domain
does not change for any direction of Q. As a result, the
frictional force always vanishes, since l—’(p) is invariant
for any Q. [This situation is referred to later as the in-
variant P(r;g8,,8,) case.]

3. Restricted invariant I_’, (p) case

In Fig. 4, P(p) involves lines and domains. The
domains do not change for any Q. The lines, however, do
relocate if Q is across the lines, but do not relocate if Q is
along the lines. Thus, the frictional force will only vanish
for Q, which is along the lines, but otherwise appears.
[This situation is referred to later as the restricted invari-
ant P,(r;8,,8,) case.]

IV. A MORE REALISTIC CASE:
A RELAXED UPPER BODY

Only atoms belonging to the bottom layer of the upper
body can change their position coordinates when two bo-
dies slide against each other. This assumption is plausi-
ble, since the relaxation of atoms in the other layers, such
as the 2nd, 3rd, etc. would probably be small compared
to those of the bottom layer. Two extreme limits for

V!r) (weak and strong) are studied to see what occurs
when V_, (r) becomes stronger.

A. Weak limit

The three-dimensional distribution, P,(r;g,;,8,), in Eq.
(2.17) is studied instead of P, (p) in Eq. (3.3). The adia-
batic potential consists of the following three interac-
tions: V(r), V¥r), and U, which the atoms in the bot-
tom layer receive. V/(r) is the interaction from the atoms
of the lower body. V*(r) is the interaction from the
atoms of the 2nd, 3rd, etc., layers of the upper body. U is
the mutual interaction that occurs between atoms belong-
ing to the bottom layer of the upper body:

W(Q)_ZV r; )+2V“ Hh+U, 4.1)

where

W(Q:{Arf)=3Vr}, S+ VU

with respect to Ar/, where €;=1 for i =j and ¢, ;=0
otherwise. The atoms in the bottom layer feel a stronger
potential from the atoms in the upper layers (2nd, 3rd,
etc.) than from those in the same bottom layer for a first

0)+2Vaa(|r10 rjOl)+2

11 841

viry= 2 wr—r;1), 4.2)

V=3 V(lr—r]) 4.3)
hy#1

U=13V,(rl—1}) . 4.4)

ij

Since V,(r), i.e., Vi(r) is weak r,»l"" (a=x, y, or z) is ex-
pected to be very close to the position coordinate ob-
tained by assuming a rigid upper body. Putting
rbe=rk*+Arf (or r}=r},+Ar,) into Eqs. (4.2)-(4.4),
and then expanding by a small Arf (or Ar; ), we have

rlo)

ZVI(")—EV 10)+2 Ar?
l a
13 V.-f’,-"‘BArf’ArF , 4.5)
i,a,B
u( rl 0)
EV"(r )—EV (r; o>+2 Arf
ia 1 0
+3 3 V.-',‘z“"’Ar,-"Ar,- , 4.6)
i,a,B
U= EVaa |r10_ jOI +1 2 U{’]’-BAri"‘Arf , 4.7)
bJ ij,e.B
where
vir, )
Vil,,fa,ﬁ: l,a ,?B (4.8)
or; por; §
2VH(r;,)
Vi =g (4.9)
’ arlyrorkf
3V (rk o)
aP=—— 0 for i), (4.10a)
ar:} 0 a 1] 0
az aa( 1 )
UﬁB:_ —_J‘O_' fori=j, (4.10b)
a u 0 a lj 0
Where ’,}o —’,lo“—rjlo"‘ Uif’;ﬁ satisfies the relationship

+21(¢” —O for a,B=x, y, or z. This is
equwa]ent toa condition where interaction U has transla-
tional invariance, that is, U is invariant for the uniform
displacements r;—r;+a (a denotes arbitrary constant
displacement vector) of all the atoms.
When one chooses r; ; so as to minimize 3, V*(r;)+ U,
the adiabatic potential can be obtained by minimizing

avir!
———Arf+ 1 3 [, (VP VB + USElArfArE
rx,O iLa,B

(4.11)

Ia\pproximation The interaction from the bottom layer is
actually 5 to 4 that from the upper layers of the fcc and
bece lattices. The mutual interaction term U,‘,"JB is neglect-
ed for the first approximation. The derivation of the po-
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sition coordinates for the atoms of the upper body can be
obtained from the Appendix by taking U/ J'.B into account.
Then it is set that V/}/"*=w,>0, V/»'=w0,6 >0,
Vi**=w, >0, and Uif’jB=0 in Eq. (4.11) for surfaces such
as the (001) planes of the bcc lattices which have a square
symmetry. For other cyrstal planes, the results are
slightly modified. Displacement Ar/, as obtained from
Eq. (4.11), is

Vlir, o) /ars, V(r, o) /0r%
Arf~— \ == ' :

t u,a,a
,a,
v @q

(4.12)

This expression tells us that Ar/ continuously changes if
dVi(r2)/drf is a continuous function of . In the case
of a rigid upper body, P,(r;g,,8,) is obtained
as P,(r;g,,8,)=8(z—h)3,;8(p—Ap)=8(z —h,)P,(p).
P,(r;g,,8,) consists of nonvanishing regions that involve
the lines, dots, or domains shown in Figs. 2—-4. For the
weak V/(r), each point in the regions slightly shifts in ac-
cordance with Eq. (4.12), even though the lines, dots, or
domains do not change their topology when shifts occur
due to a weak V'(r). Thus, the frictional properties for a
weak V/(r) are essentially the same as those in the rigid
upper-body case, provided the first derivative of V/(r) is a
continuous function of r.

As seen in Eq. (4.12), the density of P,(r;g,,8,) gen-
erally decreases as one approaches the ridge lines of
Vi r). The direction along the ridge line is defined as
oV'!(r)/dr =0 and 3?V'(r)/3r?<0 as the direction per-
pendicular to it. These ridge lines play a crucial role in
deciding whether or not the frictional force vanishes and
they will be discussed later.

B. Strong limit

Atoms in the bottom layer of the upper body position
themselves at the lowest minima of potential ¥/(r) that is
the nearest to each atom. These lowest minima positions
are denoted by vectors i,g,+i,g,+7, (i;,i;=any in-
teger), where m denotes only one minimum when there
are several lowest minima in the primitive cell of the
lower body. For the (001) planes of simple crystals, such
as bcc lattices m =1. Integers i, and i, in
ijg, +i,g,+7, nearest to p,=iigitisg,+qo+Q are
determined so as to minimize the distance
d; i, =181+ 128+ 7,)—(p; =118 +i)8+qp+ Q)

11,12

for a certain m . (4.13)

P,(r;g,,8,) is invariant for any Q, since the atoms
definitely occupy the positions of the lowest minima of
Vir).

Let us consider the frictional system shown in Fig. 5.
A small displacement of Q changes a few i, (or i,) into
i;x1 (or i,£1). A few corresponding atoms then jump
from site i,g,+i,8,+7,, to the nearest-neighboring site.
Frictional energy is necessary for the atoms to change
beyond the potential barrier between site i, g, +i,g,+7,,
and its nearest-neighboring site. Frictional force then ap-
pears, identifying another origin of friction. The atoms
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FIG. 5. Two contacting surfaces where P,(r;g,,8;) of the
frictional system is invariant for any Q. The upper-body sur-
face, shown by dashed lines, contacts the lower-body surface,
shown by solid lines. Atoms initially positioned at symbols (O)
move symbols (@), which correspond to the lowest minimum of
VXr). The critical atom near the boundary line of a primitive
cell of the lower body is the one most likely to jump beyond the
potential barrier when Q is given.

discontinuously change. The appearance of the discon-
tinuity is ascribed to the failure of the adiabatic potential
description. This origin, therefore, cannot be described
within the framework of the adiabatic potential. The ori-
gin can be described only by taking the dynamic move-
ments of the atoms into account. Accordingly, this ori-
gin of frictional forces is referred to as dynamic locking.
P,(r;g,,8,) is still invariant in this displacement. Dy-
namic locking occurs for any arbitrarily small displace-
ment Q. Frictional force is, therefore, a complicated
function of Q.

In the invariant P,(r;g;,8,) case, dynamic locking
occurs infrequently. When a certain Q is given, many of
the atoms throughout the entire system cooperatively
jump beyond the potential barrier, since (g),,8,);/|g,!
(m,n=1 or 2) is rational. In the restricted invariant
P,(r;g,,8,) case, dynamic locking frequently occurs only
in a direction along the lines in P, (r;g;,8,).

C. Intermediate regime: Friction transition

In the variant P,(r;g,,8,) case, the nonvanishing re-
gions of P,(r;,g;,8,) consist of many dots or lines (see
Fig. 2) for an arbitrary strength of Vr). P,(r;g;,g;)
varies for any Q and any V/(r). When Q varies, the
atoms in the upper body continuously change their posi-
tions. This leads to atomistic locking, resulting in non-
vanishing frictional force. The corresponding adiabatic
potential and frictional force is calculated by specifying
the functional form of interaction V,,(r). As V/(r) be-
comes stronger, the vanishing region (where atoms can-
not stay) broadens in P,(r;g;,8,) for any Q. Further in-
creases in V/(r) disconnect the pattern where P,(r;g;,8,)
is tiled periodically, as shown in Fig. 6(a), depending on
the direction of Q. When Q in the disconnected direction
is given, the atoms only move by nonadiabatic jumping
over the vanishing regions in P,(r;g;,8,). This leads to
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dynamic locking.

In the invariant P,(r;g,,8,) case, the nonvanishing re-
gion in P,(r;g,,8,) consists of only the domain (see Fig.
3) for a weak Vr). P,(r;g,,g,) is invariant for any Q
and for a small Vir), resulting in vanishing frictional
force. Atomistic locking never occurs under these cir-
cumstances. As V/(r) becomes stronger, the vanishing
region appears in P,(r;g,,8,). Further increases in Vir)
eventually disconnect the pattern where P, (r;g,,g,) is
periodically tiled, shown in Fig. 6(b), depending on the
direction of Q. This results in dynamic locking due to a
strong V/(r) interaction. It can thus be concluded that
the transition where frictional force changes from vanish-
ing to finite occurs due to an increased ¥V'(r). This transi-
tion is called friction transition.

In the restricted invariant P (r;g,,8,) case, the non-
vanishing regions consist of lines and dots (see Fig. 4) if
VXr) is weak. P,(r;g,,8,) is invariant for a Q along the
lines in P,(r;g,,8,) and for a weak V'(r), which results in
the occurrence of vanishing frictional force only along
those lines. Increases in V'(r) will cause the pattern for
P,(r;g;,8,) to disconnect, depending on the direction of
Q. After this disconnectedness, dynamic locking occurs.

There are two atomistic origins for solid sliding fric-
tion; atomistic locking and dynamic locking. One lock-
ing concept stems from the fact that all the atoms of a
contact surface will cooperatively move as seen in the
variant and the restricted invariant P, (r;g,,8,) cases.
The other stems from the fact that atoms independently
jump beyond the nearest-neighboring potential barrier
due to nonadiabatic effects, as seen in all cases with a
strong V!(r). It was then found that both the Q depen-
dence of P,(r;g,,8,) and the changes in the topological
properties of the patterns made by P,(r;g,,8,) determine

1
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0 T AT
RN :( :<>
:::;,_ e :/

disconnected

connected
(a)

disconnected

connected

(b)

FIG. 6. Disconnectedness of a pattern made by tiling
P (r;g,,8,) periodically. (a) is the variant P,(r;g,,g,) case, and
(b) is the invariant P(r;g,,g,) case.
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FIG. 7. Schematic phase diagram representing whether or
not frictional force is finite or vanishing. Here, the invariant
P\(r;g,,8,) case is denoted as Inv-P, the restricted invariant
P,(r;g,,8,) case as R-Inv-P, and the variant P (r;g,,8,) case as
V-P. Atomistic locking is denoted as ( 4), and dynamic locking
as (D).

the frictional properties in both the unrelaxed and re-
laxed upper-body cases. A summarized diagram of this is
shown in Fig. 7 and forms the central results of this pa-
per.

Friction transition is the same as the transition of
analyticity breaking, often called Aubry transition.” Au-
bry studied the Frenkel-Kontrowa model which is a one-
dimensional system to describe the movement of defects
or dislocations. Analyticity breaking corresponds to the
discontinuous change of the relaxed particle positions.
For restricted invariant and invariant P,(r;g,,g,) the re-
laxed particle positions discontinuously change as Q
varies. The friction transition demonstrates the Aubry
transition for the two-dimensional system.

D. Friction transition: Criterion for its occurrence

A condition needs to be derived to decide whether or
not friction transition occurs. Three interactions are con-
sidered for this condition: VXr), V%r), and
U=(1)3;;Vallri—r1}l). The first two can be regarded
as the external local fields that act on each atom belong-
ing to the bottom layer of the upper body. The last is the
mutual interaction term for the atoms belonging to the
bottom layer of the upper body. The (approximated) cri-
terion is obtained for a case where interaction V!(r) is
sufficiently strong (cf. discussion in Sec. IV A) and the de-
rived criterion for a general case is shown in the Appen-
dix.

A simple case involving a one-dimensional system is
first studied, in which only Vir) and V¥r) operate (see
Fig. 8). The results of that case are extended to our two-
dimensional system. When V/(r)=0, the atoms occupy
positions that correspond to the lowest minima of V*(r).
For a weak V(r) limit, the atoms change their positions
slightly towards the minimum positions of V/(r). For a
strong V!(r) limit, the atoms occupy positions that corre-
spond to the lowest minima of V'(r). When distribution
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FIG. 8 A one-dimensional frictional system. V'(r) and
V*(r) have their periodicities characterized by lengths g and g’.
The atoms sit on the lowest minima (®) of V*r), when
V! r)=0. When V!r) becomes a strong limit, the atoms occupy
the positions for the lowest minima (0O ) of V(r).

P(r) is periodically arranged in a one-dimensional space,
the nonvanishing regions in P(r) connect with each other
for a weak V(r), but disconnect for a strong Vi(r). The
friction transition that then occurs is similar to the two-
dimensional case just previously mentioned and a cri-
terion for it can be derived.

The potential energy is ¥/ (r)+ V*(r), when r is close to
the position of the extreme maxima of V/(r) and to that
of the lowest minima of V*r). If r=r_, +Ar and
r =rmn+Ar’, and Vi(r)+V*r) is expanded by a small
Arand Ar’, then

Vi +virn=vir,,)
+Ard*WVir, ) /drt,, ]
+Ar2[d2 Vi) /drii ] .

+ V¥r

min )

VIr )+ Vi) + 3 (Vepgrd)+ 3 (rgin) T, o Ty g |Arear?

a,B v.v'

The condition that the potential energy is a concave func-
tion of r for a one-dimensional system is equivalent to the
condition that the potential energy is a concave function
in a direction that is perpendicular to the ridge lines for a
two-dimensional system. Denoting this direction perpen-
dicular to the ridge lines as vector s=(sx,sy ), the corre-
sponding condition is

Vx’xsf+2nyysxsy+ Vy,ysy2<0 , (4.18)
where V, g is defined by
Vap=Vhplr)+ E'V;,y.(rmm )Ty oTy
(4.19)

+3 U, plls—r14m]) .

The effects introduced by mutual interaction U are taken
in account by adding the last term in the right-hand side
of Eq. (4.19)
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Atoms are unable to occupy vanishing regions in P(r).
The potential is concave function at these positions.
Since Ar is a function of Ar’, Ar=r ;. —rmn..TAr’, and
the condition under which Ar or Ar’ becomes unstable is

dWir,.,) d*V4r.,)
. - (4.14)

When d2Vi(r, ) /dre, +d*V*r,)/dri, > (or <) 0,
frictional force vanishes (or appears).

Let us extend this criterion to a two-dimensional sys-
tem. First, consider the case where U=0. r,,. of V/(r)
corresponds to a point satisfying dV4r)/dr=0 and
3*V!(r)/3r? <0 along lines that are perpendicular to the
ridge lines of V! (r). For basal planes such as the (001)
planes of bcc lattices, the ridge lines are obtained by con-
necting four points of a square spanned by the two primi-
tive vectors g; and g,. The position on the ride lines is
denoted as r, [or (r],r))]. rpi, of V¥(r) corresponds to
the lowest minima of V*“(r). The potential energy ex-
panded by a small Ar* and Ar’, and Ar'* and Ar"” are

Vir )+ vVer )+ }}3 Vi p(ro)AreArf

+ V4 g(rmin) AP Ar'E . (4.15)

a,B

If the relationship between (Ar*,Ar”) and (Ar'*,Ar") is
given as

Are=3T, Ar?, (4.16)
Y

then Eq. (4.15) becomes

(4.17)

V. FRICTIONAL PROPERTIES
FOR VARIOUS SYSTEMS

A. Quasistatic friction of a-iron

In this section, realistic calculations are demonstrated
that relate to the quasistatic sliding friction of a-iron.
The adiabatic potentials, calculated as a function of the
sliding distance, give the minimum energy necessary for
sliding friction to occur. Two types of frictional systems
are examined, characterized by the rationality of
(gn+8,):/\gn] (m,n=1or 2), where g, and g, are prim-
itive vectors of the upper and lower bodies.

Case (a). The (001) plane of a-iron (bcc lattice) is
placed against another (001) plane, as shown in Fig. 9(a).
The upper body is then slid against the lower one in
direction x. The bcc lattices that have a unit vector of
T=(a,a,a) (a denotes a lattice constant of the bcc lattice)
for the upper body are placed on the same bcc lattices of
the lower body. This contact generates the variant
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P,(r;g,,8,) case [see Fig. 2(a)]: since both (g,,8,); /|gl
and (g),g,);/!g,| are rational, (g5g,);/|g;/=0, and
(g1,8,); /1821 =0. The upper-body lattice is then com-
mensurate with the lower-body lattice both in its sliding
direction x and vertical direction y.

Case (b). The (110) plane of a-iron is placed against a
(001) plane, as shown in Fig. 9(b). The upper body is slid
against the lower one in direction x. The fct (face-
centered tetragonal) lattices that have a unit vector of
T=(a,V2a ,a) for the upper body are placed on the bee
lattices that have a unit vector of T=(a,a,a) for the
lower body. This contact generates the restricted invari-
ant P,(r;g,,8,) case [see Fig. 4(c)]: since (g},g,);/|g;l
and (g},8,);/|g,| are rational, (gj,g,);/|g,| is irrational,
and (g5,g,);//g,/=0. The upper-body lattice is then
commensurate with the lower-body lattice in sliding
direction x, while being incommensurate in vertical direc-
tion y.

Several kinds of interatomic potentials'®~!* have been
proposed for a-iron. The Johnson potential was chosen
from among them since it has been successfully used to
calculate such atomic displacements as the tensile defor-
mations of amorphous iron.!* This potential is expressed
as three third-order polynomials:

¢(r)=—2.195976(r —3.097 910)
+2.704 060r —7.436 448 eV

for 1.9 A<r<2.4A, (5.12)

'
'
+
'
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FIG. 9. Atomic arrangements at the contact interfaces. The
upper body with atoms (O ) is slid over a stationary lower body
with atoms (+) in the x direction. P,(r;g;,g,) is variant with Q
in any direction for (a). P,(r;g,;,8;) is still variant with any Q
for (b).
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¢(r)=—0.639230(r —3.115 829)>
+0.477 8717 —1.581 570 eV

for 2.4 A<r<3.0A, (5.1b)
é(r)=—1.115035(r —3.066 403 )
+0.466 892r — 1.547 967 eV

for 3.0 A<r<3.44A. (5.1¢0)

The a-iron lattice constant is taken as 2.86 A. The model
potential can yield reasonable surface energies for a-iron:

—62.0

—62.4f

............

—62.8f

—63.2F

E, Adiabatic potential (eV)

—63.6[

—64.0 - . L :
0 a/2 a
Sliding distance Q,
(a)

—-74.0
—78.4f T .

-74.8

Ep
—75.21

Adiabatic potential (eV)

T
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-76.0 L L . -
0 a/2 a
Sliding distance Q,
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FIG. 10. Calculated adiabatic potentials normalized by the
contact area. The (001) plane of a-iron is slid over the same
(001) plane for (a), and a (110) plane over a (001) plane for (b).
Dashed lines represent the unrelaxed case and solid lines the re-
laxed one.
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1.31 J/m? for the (001) plane and 1.21 J/m? for the (110)
plane. These values are comparable to a measured sur-
face energy of 2.2 J/m2.!® The frictional properties of the
rigid upper-body case are compared with those of the re-
laxed upper-body case. To do this comparison, the sys-
tem used is assumed to be of a sufficiently large, but finite
size. The size of the adopted system is (20X20X2) bee
unit cells (2123 atoms) for the upper body and
(24X24X2) bee unit cells (3027 atoms) for the lower
body in case (a), and (20X20X2) fct unit cells (4203
atoms) for the upper body and (24 X 32X 2) bec unit cells
(4011 atoms) for the lower body in case (b).

Figure 10 shows adiabatic potentials normalized by
contact area A as a function of sliding distance Q, in
cases (a) and (b). Potential barrier E, can be observed in
both cases. E, changes only slightly after relaxation in
case (a), but it increases noticeably after relaxation in case
(b). Potential barrier E, in case (b) is smaller than that in
case (a), so less frictional force appears in case (b). Calcu-
lation shows that E, =1.1 J/m? in case (a), and E, =0.53
J/m? in case (b). The average frictional forces calculated
by Eq. (2.6) are F,,(Q,Q,)=7.6 GPa in case (a), and
F,,(Q;,Q,)=3.7 GPa in case (b). Unfortunately, directly
comparable experimental data are not available. Current
experiments>® have shown highly resolved frictional
force distributions with a sensitivity ranging from
1X1077 to 1X107® N by scanning very sharp 0.1 to 5
pm radius tips of diamond or tungsten over a sputtered
carbon film or a highly oriented polycrystalline graphite.
The frictional forces measured are normalized by the ap-
parent elastically contacting area and range from about
0.1 GPa to a few GPa. This suggests that the frictional
force resulting from atomistic locking is comparable to
the frictional force that will be measured in future experi-
ments.

Another finding is that the amount of adhesion force
has no relation to the frictional force amount. Frictional
force has often been ascribed to adhesion, i.e., chemical
bonding between the actual contact surfaces in phenome-
nological studies.* In those studies, adhesion occurs at
the actual contact area where the external load is concen-
trated. This concentrated load moves surface contam-
inants from the contact area, thus possibly causing the
formation of adhered junctions. Accordingly, shearing
force has to be applied to rupture the adhered junctions
during subsequent sliding friction. Frictional force can,
therefore, depend on shear strength and on the actual
contact area where the adhered junctions are formed.
When plastic deformations are introduced into the
adhered junctions, the junction growth can actually be
observed.!® Our results, however, did not show a rela-
tionship between adhesion force and frictional force.

B. Validity of the criterion for friction transition

The criterion for friction transition states that friction
transition occurs when second-order derivative ¥, g, in a
direction perpendicular to a V() ridge line, is negative.
If distribution P,(r;g;,8,) is considered just before the
friction transition occurs, the pattern is still connected by
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one atom (this atom is hereafter called the critical atom)
on the ridge line. The occurrence of friction transition
can, therefore, be decided by judging whether or not V', g
in Eq. (4.19) is negative at the critical atom position.

The model verifies this consists of two contacting bo-
dies, the (001) plane of a-iron (upper body) that faces
against the (110) plane of a-iron (lower body) at a 30° an-
gle as shown in Fig. 11. The upper body is placed against
the lower body so that the critical atom is positioned at
the midpoint on the boundary line of the two-dimensional
primitive cell of the lower body, where the critical atom
feels the local minimum of the potential from the upper
body, V*(rpmin), and the local maximum from the lower
body, V!r,.). The upper body is taken to have
(20X20X2) bee unit cells (4203 atoms) with a unit vec-
tor of T=(a,a,a) and the lower body (24X32X2) fct
unit cells (4011 atoms) with a unit vector of
T=(V2a,a,V'2a ). At the beginning of the calculation,
the rigid upper body is placed so as to minimize the total
crystal energy by adjusting the interfacial separation.
Next, the atoms in the upper body, excluding the critical
atom, are relaxed three dimensionally, while all of the
atoms in the lower body are fixed. Two kinds of poten-
tials are used, the Morse potential and the Johnson po-
tential, as the interatomic potentials operating in the sys-
tem. The Morse potential expressed as V(r)
_ —2alr—rg) —alr—rgy) .
=D(e —2e )D,a,r,: potential parame-
ter), and is selectively applied to the atoms on the contact
interface. The Johnson potential is used for the other
atoms.

As seen in Sec. IV D, the critical atom is assumed to sit
on the local minimum of V*(r;.). This assumption was
confirmed by actual calculation. The calculated second-
order derivatives of potential ¥, g in Eq. (4.19) are shown
as a function of Morse potential parameter D in Fig. 12.
V, p decreases as D increases, since negative contribution
V(7 max) from the lower body increases. The friction
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FIG. 11. Model for friction transition. (O) symbols are
upper-body atoms, and (+) symbols are lower-body atoms. The
(@) symbol is the critical atom.
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FIG. 12. Calculated ¥V, as a function of Morse potential
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transition actually occurs when D is approximately 35.
Figure 13 shows distribution P,(r;g;,8,) before relaxa-
tion and after relaxation when D =10, 20, and 60. The
atoms initially move from the region around the corner
of P,(r;g,,8,) [Fig. 13(b)], and gather toward the center
of P,(r;g;,8,), where the lowest minima of potential
V!(r) exists. These movements result in the cross-shaped
pattern seen in Fig. 13(c). Just before friction transition
the pattern is connected by several atoms on the bound-
ary line in P(r;g;,8,). After friction transition, the pat-
tern made by P,(r;g,,8,), is completely disconnected, as
shown in Fig. 13(d) (cf. Fig. 6), thus confirming the validi-
ty of the friction transition criterion.

C. Friction transition for cubic metals

The main concern here is whether or not friction tran-
sition occurs in realistic frictional systems of several fcc
and bcc metals. The Morse potentials determined by
Girifalco and Wietzer'? are used as the interatomic po-
tentials of frictional systems. The friction transition cal-
culation follows the same procedures as in the preceding

c
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FIG. 13. Representative distributions P,(r;g;,g,). (a) shows distribution before relaxation. (b), (c), and (d) show distributions after

relaxation when D =10, 20, and 60.
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section. It is assumed that only the atoms of the upper
body are allowed to change their positions while the
atoms of the lower body remain fixed. To satisfy this as-
sumption the closest packed crystal planes (hardest
planes), such as the (111) planes for fcc lattices and the
(110) planes for bec lattices, are taken as the contact sur-
faces of the lower bodies. For fcc metals, planar atomic
density increases with the (110)<(001)<(111) planes.
The (110) and (001) planes are then faced against the
closest packed plane (111), as shown in Figs. 14(a) and
14(b). For the (110)-(111) contact, the upper body is com-
posed of (18 X12X2) bct (body-centered tetragonal) unit
cells (173 atoms) with unit vector T=(a /V2,a,a /V2)
and the lower body is composed of (29X28X2) mono-
clinic unit cells (5858 atoms) with wunit vector
T=(a/V2,a/V2,a/V’3). For the (001)-(111) contact,
the upper body is composed of (11X 11X2) fcc units cells
(1323 atoms) with unit vector T=(a,a,a) and the lower
body is composed of the same monoclinic unit cells. For
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bcec metals, planar atomic density increases with the
(111) <(001) <(110) planes. The (001) and (111) planes
are then faced against the closest packed plane (110), as
shown in Figs. 14(c) and 14(d). For the (111)-(110) con-
tact, the upper body is composed of (18X 12X2) mono-
clinic _unit _cells (1605 atoms) with wunit vector
T=(\/2a,\/§a,a /2V3 ), and the lower body is composed
of (25X 25X2) fct unit cells (6503 atoms) with unit vector
T=(\/§a,a,\/§a). For the (001)-(110) contact, the upper
body is composed of (18X 12X2) bee unit cells (1173
atoms) with unit vector T=(a,a,a) and the lower body is
composed of (17X23X2) fct unit cells (4113 atoms) with
unit vector T=(\/§a,a,\/5.a). The critical atom for each
contact is placed at the point satisfying V() /3r =0 and
3*V!r)/3r?<0 along lines perpendicular to the ridge
lines of V!r), where the local minimum of potential
V(7 min ) from the upper body and the local maximum of
potential V/(r_,,) from the lower body exists. In the cal-
culation, the atoms of the upper body, excluding the criti-
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FIG. 14. Model for friction transition in realistic systems of cubic metals. For the fcc metals, a (110)-(111) contact (a) and a
(001)—(111) contact (b) are examined. For the bcc metals, a (001)-(110) contact (c) and a (111)-(110) contact (d) are examined. The
(0) symbols are upper-body atoms, and the (+) symbols are lower-body atoms. The (@) symbol is the critical atom.
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cal atoms, are three-dimensionally relaxed. After relaxa-
tion second-order derivative ¥, is calculated for the
direction perpendicular to the ridge line of each critical
atom.

Figure 15 shows the calculated ¥V, g as a function of
Morse potential parameter D. The calculated V', g values
are positive for all of the examined metals. This shows
that friction transition does not occur in these frictional
systems. The V, g sign is actually determined by com-
petition between a positive V*(r_; ) contribution from
the upper body and a negative V!(r,, ) contribution from
the lower body as seen in Eq. (4.17). A positive V¥(r;,)
always defeats a negative V/(r_,,) in these frictional sys-
tems. Examining the value of ¥, g shows how much the
frictional system is stable against friction transition. An
increase in D increases the positive V*(r;, ) contribution
far more than the negative V/(r.;,) contribution, thus
giving a more positive ¥, g for the bcc metals than for
the fcc ones.

It is also shown in Fig. 15 that V, g is dependent on
the contact crystal plane. In bcc metals, for example,
Vqp for a (111)-(110) contact is larger than that for a
(001)-(110) contact. How much V, 5 is dependent on the
contacting crystal planes depends mainly on the
differences between the positive V*(r,;,) contributions of
each contact. By separating mutual contribution U [see
Eq. (4.4)], the atoms obtained from the bottom layer of
the upper body for the total positive V*(r_;,) contribu-
tion, the partial contribution of U, and its remainder in
V¥ rmin) can be selectively examined. Since the (111)
plane in the bcc metals has less atomic density than the
(001) plane, total V, g for the (111)-(110) contact is less
than for the (001)-(110) contact before relaxation. How-
ever, the final ¥, g for the (111)-(110) contact is inversely
larger than for the (001)-(110) contact after relaxation, re-
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FIG. 15. Calculated ¥, g as a function of Morse potential pa-
rameter D.
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sulting in a large increase in the positive contributions
from the upper layers (2nd, 3rd, etc.) of the upper body
by relaxation in the (111)-(110) contact. This is due to the
fact that the atoms of the upper layers (2nd, 3rd, etc.)
move toward the local lowest minima more easily in the
(111)-(110) contact, since the (111) plane has less density.
These situations also hold true for the fcc metals in the
same way.

VI. DISCUSSION AND CONCLUSION:
ATOMIC LOCKING

Frictional properties were characterized by both the Q
dependence of P,(r;g;,8,) and changes in the topological
property of P,(r;g,,8,) that occurred due to the strength
of interatomic potentials. The topological property of
P(r;g,,8,) is revealed in a pattern made by tiling
P (r;g,,8,) in a two-dimensional space. Frictional force
vanishes when P,(r;g,,8,) is invariant with Q and its pat-
tern is connected, but frictional force appears when
P,(r;g,,8,) is variant with Q or the pattern is disconnect-
ed.

There are two atomistic origins for solid sliding fric-
tion: atomistic locking and dynamic locking. In atomis-
tic locking, all the constituent atoms move continuously.
Atomistic locking can occur for an arbitrary strength of
potential ¥!(r). In the classical mechanical locking mod-
el, the (nonflat) potential surface that the upper body feels
from the lower body spans on a large scale. In atomistic
locking, the (nonflat) potential surface spans on an
atomistic scale. On the other hand, in dynamic locking,
the atoms discontinuously change their positions due to
dynamic movements of the atoms. In contrast to atomis-
tic locking, in dynamic locking the atoms nonadiabatical-
ly jump beyond potential barriers between neighboring
sites. This origin cannot be described within the frame-
work of the adiabatic potential. Dynamic locking follows
disconnectedness of the connected pattern of a tiled
P,(r;g,,8,) as V'(r) increases.

The criterion for the occurrence of friction transition
was obtained. From studying the frictional properties of
various systems, it can be concluded that friction transi-
tion may not appear for realistic systems, which suggests
that atomistic locking is responsible for the solid sliding
friction in these systems. The frictional force due to
atomistic locking was calculated for a-iron. Average
frictional force, as normalized by the contact area for a
(001)-(001) contact of a-iron, is estimated to be 7.6 GPa.
This frictional force will be comparable to the frictional
force that is measured in future. Another important con-
clusion is that a frictionless system is apparently possible
if clean solid surfaces are prepared. The performance of
the experiments to confirm this possibility will be a high-
ly desirable goal for the future.

A mechanism for solid friction similar to ours was pro-
posed by Tomlinson.!” He explained that the origin of
solid sliding stems from dissipation of the elastic energy
introduced by the relative sliding motion of two contact-
ing solid bodies. This elastic energy is stored by an atom
and is transformed into vibrational (or kinetic) energy,
then is subsequently dissipated through the surrounding
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atoms. The sum of the independently lost elastic energy
stored by each atom is ascribed to the energy required to
slide two contacting surfaces. His idea is different from
ours, however, since he does not consider possible
cooperative movements by the constituent atoms.

Further investigations on the dynamical properties of
friction and frictional systems having noncrystalline sur-
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faces, which has been experimentally observed for metals
and ceramics, will be presented in the future.
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APPENDIX

The frictional properties are considered by taking mutal interaction U into account. The adiabatic potential is ex-
pressed with an approximation that neglects the higher-order terms rather than the second-order term of Ar/:

Vir.o)
2V’(r S )+2V“<r, 0 +2V,,,,( ltio—1]ol )+2————A“+ LS [e,,(VI2E+vEeh)+UusPlarsarf . (AD
r, ia,B

By using the orthogonal transformation

Arf=3cix 9k » (A2)

k

where

Zci‘;lk,)»ci;k’,k'=8k,k’6A,k' ) (A3)
and

et =0; » (A4)

kA
which diagonalizes the last term on the right-hand side, giving
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All eigenvalues o, ; must be positive. When vir)=o,
displacement g, , =0 from Eq. (A6). So, from Eq. (A2),
Arf=0 for all i and a. For a nonvanishing Vi(r), the dis-
placement is

Y:,k
Qe = " > (A7)
WDy,
or
Cisu VA
Aria':—z LE : ’
kA P
¢ 0V (r)/orick
Ariaz_ 2 i;k,A 5,0%7k,A ) (A8)
J kA Oy A

Below, the result in Eq. (4.12) is derived for a weak mu-
tual interaction U. When V*(r)>>U, the dispersion of
oy , is negligible. If o, ; =, for all k in (A8), we have

by using the condition of normalization for c;., ; in (A2)
and (A3),

1 aV(r)
Arg=——
¥; wO? ar(a) AL0)
prom_ L OVU)

wo A

This completes the proof of Eq. (4.12).

Next the criterion for the friction transition is derived.
The ridge lines of V!(r) correspond to the lines satisfying
Ar#=0, or equivalently,

¢, 20V (r;)/3
0=~ 3 -2 rioejin (A11)

S kA Dy, x

The criterion for the occurrence of friction transition is
to see if the pattern obtained by tiling P,(r;g,,8,) is con-
nected or disconnected along the ridge lines.




41 ATOMISTIC LOCKING AND FRICTION

IThe first scientific descriptions on frictional properties of ma-
terials appeared in the Italian Renaissance. Leonardo da Vin-
ci studied solid sliding friction, and discovered the rules of
sliding friction. For a review involving history in the field of
friction see, e.g., N. Sota, Masatu no Hanashi (Iwanami Syo-
ten, 1971) (in Japanese); D. Dowson, J. Lubr. Technol. Trans.
ASME 99, 383 (1978).

2C. A. Coulomb, Mémories de Mathematique et de Physics de
I’Acaddemie Royale 161 (1978). For a review see, e.g., D. Ta-
bor, J. Lubr. Technol. Trans. ASME 103, 169 (1981); D.
Dowson, ibid. 100, 148 (1978).

3). T. Desaguliers, 4 Course of Experimental Philosophy, Vol. 2;
J. T. Desaguliers, Philos. Trans. R. Soc. London 33, 345
(1725); D. Dowson, J. Lub. Technol. Trans. ASME 100, 3
(1978).

4F. P. Bowden and D. Tabor, Friction and Lubrication of Solids,
Vol. II (Clarendon, Oxford, 1964).

SR. Kaneko, K. Nonaka, and K. Yasuda, J. Vac. Sci. Technol A
6,291 (1988).

6C. M. Mate, G. M. McClelland, R. Erlandsson, and S. Chiang,

11 851

Phys. Rev. Lett. 59, 1942 (1987).

7G. Binnig, H. Rohrer, Ch. Gerber, and E. Weibel, Appl. Phys.
Lett. 40, 178 (1982); Phys. Rev. Lett. 49, 57 (1982).

8See, e.g., V. I. Arnold and A. Avez, Problemes Ergodiques de la
Meécanique Classique (Ganthier-Villas, Paris, 1967).

9S. Aubry, J. Phys. (Paris) 44, 147 (1983).

10R. A. Johnson, Phys. Rev. 134, 1329 (1964).

IIH. M. Pak and M. Doyama, J. Fac. Eng. Univ. Tokyo B 30,
111 (1969).

12y, Waseda and S. Tamaki, J. Solid State Phys. (Japan) 1, 133
(1976).

131, A. Girifalco and V. G. Wezer, Phys. Rev. 114, 687 (1959).

14R. Yamamoto, H. Matsuoka, and M. Doyama, Phys. Status
Solidi A 51, 163 (1979).

I5A. T. Price, H. A. Holl, and A. P. Greenough, Acta Metall.
12, 49 (1964).

16D, Tabor, Proc. R. Soc. London, Ser. A 251, 1266 (1959); J. S.
McFarlane and D. Tabor, ibid. A 202, 1069 (1950).

17G. A. Tomlinson, Philos. Mag. 7, 905 (1929).



® L ] [ ] ® ® ®
° ® ° ® ’ [
(a) (b)

[ ]
[ ]
[ ]

®
®
®

e
[ ]

®

(c) (d)

FIG. 2. Schematic illustrations of possible nonvanishing re-
gions where the atoms of the upper body are projected onto a
two-dimensional space spanned by g, and g, when P,(p) is
variant with Q. [(g},g:)/Ig:l, (83.81):/1&il, (81,8278l
(g5,8);/|g|)1=(r,r,r,r) for (a), (r,r,ir,r) or (r,rrir) for (b)
(r,ir,r,r) or (ir,r,r,r) for (c), and (r,ir,rir) or (ir,r,rir) or
(r,ir,ir,r) or (ir,r,ir,r) for (d) where r represents rationality and
ir irrationality.



FIG. 3. Schematic illustrations of possible nonvanishing re-
gions where the atoms of the upper body are projected onto a
two-dimensional space spanned by g, and g, when F,,(p) is in-
variant with Q. [(g).8))i/lgil, (8n81)i/lgil, (81,82)i7Ig.l,
(g3, 8:); 7|82/ 1= ir,ir,ir,ir), where ir represents irrationality.
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FIG. 4. Schematic illustrations of possible nonvanishing re-
gions where the atoms of the upper body are projected onto a
two-dimensional space spanned by g, and g, when F,,(p) invari-
ance with Q is restricted. [(g},g)/lgl, (gng): /gl
(g1,82); 7182, (g5,82):7|gal)]=(r,r,ir,ir) for (a) , (r,ir,ir,ir) or
(ir,r,ir,ir) for (b), (ir,ir,r,r) for (¢), and (ir,ir,ir,r) or (ir,ir,r,ir)
for (d), where r represents rationality and ir irrationality.
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FIG. 6. Disconnectedness of a pattern made by tiling
P,(r;g,,8,) periodically. (a) is the variant P,(r;g,,g,) case, and
(b) is the invariant P,(r;g;,8,) case.



