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Abstract It is shown here that the angular relation equations between direct and
reciprocal vectors are very similar to the angular relation equations in Euler’s theo-
rem. These two sets of equations are usually treated separately as unrelated equations
in different fields. In this careful study, the connection between the two sets of angu-
lar equations is revealed by considering the cosine rule for the spherical triangle. It
is found that understanding of the correlation is hindered by the facts that the same
variables are defined differently and different symbols are used to represent them in
the two fields. Understanding the connection between different concepts is not only
stimulating and beneficial, but also a fundamental tool in innovation and research,
and has historical significance. The background of the work presented here contains
elements of many scientific disciplines. This work illustrates the common ground of
two theories usually considered separately and is therefore of benefit not only for its
own sake but also to illustrate a general principle that a theory relevant to one disci-
pline can often be used in another. The paper works with chemistry related concepts
using mathematical methodologies unfamiliar to the usual audience of mainstream
experimental and theoretical chemists.
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1 Introduction

Two well-established scientific concepts are the reciprocal lattice, fundamental to
X-ray crystallography, and Euler’s theorem important in computer graphics [1-3],
symmetry operations, and quantum chemistry [4-6]. These two concepts, both involv-
ing angular relation equations, are usually treated separately, particularly as they are
involved in different scientific disciplines. The angular relationships in X-ray Crystal-
lography between direct and reciprocal vectors are given in Eqs. 4-6 in Sect. 2.2 and
those in Euler’s theorem are given in Eqs. 14—16 in Sect. 3.2. These two sets of equa-
tions are very similar though they may appear at first sight to be different. Unrelated
derivations and different names used for the equivalent variables mask the similarities
between them. In Sects. 5.1 and 5.3 we show that the two sets of equations are in fact
different sides of the same coin, though they are commonly derived by different math-
ematical techniques in the literature. The basic principle involved in the correlation
is the cosine rule for the spherical triangle shown in Egs. 17-19 in Sect. 4 or 17'-19/
in Sect. 5.1 and their proofs are given in Appendix 1. The keys for the correlation
are Eqgs. 22 and 23 in Sect. 5.1. The similarity between the two sets of equations is
illustrated in Sect. 5 and seems obvious in retrospect but lateral thinking is required to
make the connection. The problem involves quite a diversity of different disciplines
and the correlation is therefore difficult to establish. The paper works with chemistry
related concepts with mathematical methodologies unfamiliar to the usual audience
of mainstream experimental and theoretical chemists. The usual unrelated derivations
and related background concerning these two sets of equations show the important
connection between mathematics and chemistry. Working out the connection between
different concepts deserves a place in research and teaching because it is not only
stimulating and beneficial, but also an important way of original thinking and impor-
tant in the learning process. We advocate looking at a concept from different angles.
So, besides the correlation, each angular relation is derived with different methods to
correlate with different concepts.

2 Angular relations between direct vectors and reciprocal vectors
2.1 Definition of reciprocal vectors

The reciprocal vectors are defined by Eqs. 1-3 from direct vectors as illustrated in
Fig. 1

— OB x OC —_ |OB|-|0C|sin«
OA - (OB x OC) 1%

— OC x OA ——  |OC| - |OA]si

o = 0Cx04  ops _ 10CI-[0Asinp )
OB - (OC x OA) 1%

S OA x OB — |OA|-|OB|siny
OC - (OA x OB) 1%
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Fig. 1 3-dimensional basis
vectors for direct lattice. The
reciprocal vectors are defined as
OX - OY* = §yy* where X =
A,B,C;Y* = A* B* C*,
Syy* =1 when X =Y. A* and
B* are not shown here for
simplicity. Unit vectors along
AA’ and CC’ are indicated by
A4 and Cjc/ respectively
w7 co|

CC'/ICC

V and V* represent the volumes of the lattice cell and its reciprocal lattice cell, respec-
—N —_N N\ —\ —\ —\

tively. «, B, y are the angles between OB and OC, OC and OA, and OA and OB,
N NN N

respectively; o™, B*, y* are the angles between OB* and OC*, OC* and OA*, and
—N\ —N\ N N N —N N N\

OB* and OA*, respectively. { OA OB OC}and { OA* OB* OC*} are the 3-dimensional
direct vectors (Fig. 1) and reciprocal vectors, respectively.

2.2 The angular relationships
The angular relationships [7] between the direct and reciprocal vectors are given by
Egs. 4-6 and can be derived simply by manipulating the vector products or metric

matrices

cos Bcosy — cosw

cosa* = - - 4)
sin B sin y
COS Y COS o — COS
cos p = SV Cove —OsP )
sin y sino
cos a cos B — cos
cos y* = SOC0SS Zcosy (©)
sin « sin 8
2.3 Derivation of Egs. 4-6 from vector products
Equations 1 and 2 can be combined to obtain Eq. 7
S — OB x OC OC x OA
OA* - OB* = — (7

OA - (OB x OC) OB-(OC x OA)
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By Lagrange’s identity [8,9] we have

(OBx0OC) - (OCx0A) = (OB - OC) - (OC - OA) — (OB - OA) - (OC - OC)
¥

Since our only concern here is for angular relationships, unit vectors OA, OB, and OC
are used for simplicity and the generality has not been lost. Inserting Egs. 1, 2, and 8
into Eq. 7, we can obtain Eq. 6 in the form

sina sin B cosy* = cosa cos B — cosy.
Equations 4 and 5 can be obtained similarly.

2.4 Derivation of Eqgs. 4—6 from metric matrix

The metric matrices G and G* are defined as

OA 1 cosy cos fB
G=|0B|(0OAOBOC)=|cosyl cosa|;|Gl=V? 9)
oC cos B cosa 1
OA*
G* = | OB* | (0A* OB* OC¥)
oC*
|OA*||OA*| |OA*||OB*| cos y* |OA*||OC*| cos B*
= | |OB*||0A%| cos y* |OB*||OB¥| |OB*||OC*| cos a*
|OC*||OA*| cos B* |OC*||OB*| cos a* |OC*||OC*|
G*[ = (v*)? (10)

where

V2 =[OA- (OB x OC)|[0A - (OB x 0C)]

O, 04, OR. \ || (O, OB, OC,
= |( 8. 0B, 0B. | |( 04, 0B, oC,
0C, 0C, OC, OA. OB. OC.

On, 04, OR.\ (OR. OB, OC.\| [(OR\
— || 0B, OB, 0B, | | 04, 0B, OC, || =|( OB | (04 0B OC)

oc, oc, oc. | \ oa. 0B. oOC.

OA-OA OA - OB OA-OC)‘

=G|

=|| OB-0OA OB-0OB OB-0C

(11)
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Still using unit vectors for OA, OB, and OC, G~! can be obtained from G via Eq. 9
to give Eq. 12

)

1 sin” o cos@cosfB —cosy coswcosy —cospf
G '= —5 | cosacosf —cosy sin® B cos Bcosy — cosw
cosacosy —cosfB cosfcosy —cosa sin? y
(12)
Since
OA 1 00
G'¢=c6"'|0B (7@%) =[o 1 o0
oC 0 0 1
OA* OA
G*G = | OB (OA* OB* OC*) 0B (7\79 c)
oc* oC
OA* OA*, OB*, oc* OA, OA, OA,
= | OB* OA* OB* OB, OB, OB, (7737)
OoC* A*, OB*, oc* OC, 0Cy, OC
OA* 1 00 1 00
=loB|lo 1 0 (m@%): 01 0
oc* 0 0 1 0 0 1
G™! = (V*)zi =1 (13)
= 77 =
Thus from Eq. 13, we prove that G™' = G*. By (G )12 = (G")12, (G D13 =

(G*)13, and (G~ Y3 = (G*)a3, where subscripts denote row and column respec-
tively, and from Eqgs. 1-3, together with Eqs. 10, 12, and 13, Eqs. 4-6 are obtained.
e.g. By (G2 = (G*)1pto give Eq. 6

cosa cos B —cosy

= |OA*||OB*| cos y*

V2
|OB| - |OC|sin« |OC| - |OA| sin .
= 0S
1% 1%
sina sin 8 cos y *

Note that OA, OB, and OC are supposed to be unit vectors, here.
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3 Euler’s theorem
3.1 The proof of Euler’s theorem

Euler’s Theorem states that any rotation (or sequence of rotations) about a point is
equivalent to a single rotation about some axis through that point [10, 11]. One of the
derivations is given below.
As shown in Fig. 2, spherical triangles 1, 2, 3, and ABC are congruent with each
—

other. Spherical triangle 1 matches spherical triangle 2 after rotating about OA by
an angle of 2*/A.!>? Similarly spherical triangle 2 matches spherical triangle 3 after
rotating about by an angle of 2*/B. The final result is equivalent to rotating spherical
triangle 1 about by an angle of 2(x — ZC) [or —2/C] to match spherical triangle 3.
Note that it is sufficient to check three points to establish that two spherical triangles

are in equivalent positions.
—_

The value of ZC and the position of OC are completely determined by the spheri-
cal triangle ABC. With the additional information provided in Sect. 5.3, the relevant
angular relationships are provided by the cosine rule for spherical triangle as shown
in method 1 of Appendix 1.

3.2 Angular relations in Euler’s theorem

The theorem can be described by reference to Fig. 2 as follows. Rotate about a vector
5& by an arbitrary angle of 2* /A, then rotate about another vector gg by an arbi-
trary angle of 2*/B, a will intersects O_)B at point O by an angle defined as y. The
final result is equivalent to rotation about a definite vector O_C\’ passing through the
intersecting point O of gA\ and O_)B by a given angle of 2*(w — £C) [or —2*/C]. The
position of O_(\f is fixed by angles o and B with respecf)\ a; and 0—1)4, respectively.

The three parameters, two concerning the position of OC are fixed by « and B and
the third dependent upon the value of ZC, can be determined from Eqs. 14-16 by the
—_

angle between axes OA and OB, y, and the rotation angles related to ZA, /B.

I Ppositive angles are clockwise, negative angles, anticlockwise.
2 When direct and reciprocal vectors are dealt with, «, 8, and y are usually used for the angles between
SN N

OA , OB, and OC . But when spherical triangle is dealt with, %, %, and % are used for the angles between
- N

OA , OB, and OC , where «, 8, and y are usually used for the dihedral angles defined by the spherical
triangle. In Euler’s theorem, the dihedral angles which are related with rotations are usually denoted by the
more frequently used symbols u, v, and w or the less frequently used symbols ZA, /B, and ZC. Since there
are symbol denoting conflicts, we use symbols ZA, /B, and ZC for the dihedral angles because it is more
convenient to remember that dihedral angle ZA is opposite to arc a, ZB to b, and ZC to c.
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Fig. 2 The relationships between rotations as specified in Euler’s theorem. Points A, B, C, A’, B/, and C’
are all on the surface of a sphere. Spherical triangles ACB’, ABC’, and BCA’ are congruent with spherical
triangle ABC, and denoted as 1, 2 and 3, respectively

cos /C = —cos/Acos/B +sin/Asin/Bcosy (14)
cos /Bcos/C +cos/lA
coso = - - (15)
sin /B sin /C
cos /Ccos/A+cos/B
= 16
cos B sin/Csin /A (16)

In computer graphics and symmetry operations, Euler’s theorem is used to derive the
matrix representation of a general rotation about an arbitrary axis from the matrix
describing rotation about the z axis. In the matrix generation process, the z axis is first
made coincident with the general rotation axis by two easily defined rotations. The two
rotation angles plus the rotation angle about the general axis define three parameters
which are equivalent to those involved in Eqs. 14—16. The final step of rotating the z
axis back to its original position does not generate new parameters. The three rotation
angles involved are called Euler angles that might be not easy to find.> This is the
essential feature of Euler’s theorem [11] and Eqgs. 14—16 can be considered as another
mathematical representation of Euler’s theorem.

In classical mechanics, still another mathematical representation of Euler’s theo-
rem is used to transform one system of Descartes coordinates into another, and only
three parameters of Euler angles are involved. Furthermore, Euler’s theorem is stated

3 For example, rotating an object around the x axis by /2 and then rotating it around the y axis by 7 /2 is
equivalent to threefold rotation.
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alternatively as: The general displacement of a rigid body with one point fixed (any
number of rotations about a point) is a rotation about some axis. [5]
The derivations for Egs. 14—16 are given in Sect. 5.1. The validity of Eqs. 14—16 can

be checked by an example. For example, a rotation by 7 /2 around axis OA followed
—\

—_—
by another rotation by 7 /2 about axis OB perpendicular to OA gives a 3-fold axis as
in a cubic cell. When these angles /A = /B = 7 /4 and y = 7/2 in the above case
are substituted into Eq. 14, we have

cos LC = —cos45° cos45° + sin 45° sin45° cos 90° = —1/2,s0/C = 120°

Accordingly 2*(z — ZC) = 2x(180° — 120°) = 120°, demonstrating that the
resulting rotation is a 3-fold rotation. « and g define the position of the 3-fold axis.
The actual values of o and S, both of which are 54.74°, can also be verified from
equations 15-16.

It can now be seen that Eqs. 4-6 are very similar to Eqs. 14-16. When students
come across the two sets of equations, they should think laterally and realize that there
will be some mathematical relationship between the two sets of equations and find
that working out the relationship is educationally stimulating and beneficial. In fact,
we show in Sect. 5 that both Egs. 4-6 and Eqs. 14-16 can be derived from the cosine
rule for the spherical triangle.

4 The cosine rule for spherical triangle

Points A, B, and C in Fig. 1 can be positioned on the same sphere as in Figs. 3 and 4 in
order to deduce the angular relationships. This approach can be justified because we
are only concerned here with the correlations between angular Eqs. 4-6 and 14-16.

For three points A, B and C on a sphere (Figs. 3 and 4), the cosine rule for the
spherical triangle [12] can be expressed by Egs. 17-19

a b c b . c
COS — = COS — COS — + sin — sin — cos ZA (17
R R R R R
a c .a . ¢
COS — = COS — €08 — + sin — sin — cos /B (18)
R R R R R
c a b a . b
COS — = COS — €0S — + sin — sin — cos ZC 19)
R R R R R

where R is the radius of the sphere. Here the angle ZA in the triangle is the dihedral
angle between planes AOB and AOC (Fig. 1), /B is the dihedral angle between
planes AOB and BOC, and /C the dihedral angle between planes AOC and COB. In
fact, these three angles are just the angles related to rotation in Eqs. 14—16 as will be

become clear in the following discussion. O is the center of the sphere. a is the length
N

of BC,i.e.
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Fig. 3 Spherical Triangle ABC and its polar triangle A*B*C*. R = 1-T4 T'p and T'¢ are great circles
as is defined in Sect. 5.1. A is the pole of circle I"4; B is the pole of I'g; and C is the pole of I'c (see
Sect. 2). The three basis vectors shown in Fig. 1 are also presented. O A and O B are arbitrarily positioned.
Here OC is chosen to be perpendicular to OA and OB. But for the general derivation shown in Fig. 4, point

’ /
C is moved to a general position. A* and A* are the intersections of I'g and I'c - B* and B* are the
/
intersections of I'4 and I'c - C* and C* are the intersections of 'y and I'g

Fig. 4 A specified position of A
point C in Fig. 3 (indicated here
in parenthesis) moves to a
general position (without
parenthesis) through point D.
The great circle I'c moves from
the dotted position to a new
position as its pole C moves. See
text for detail. Points zjl* and F
are identical as are A* and H.
As I'c moves, the points
indicated in parentheses, (C) ,
(A*), and (A*,), also move to
new positions, indicated by C,
F, and H, respectively
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~~ ~~ ~~
a=BC b= AC c=AB
VN N\ N\
a* = B*C* b* = A*C* c = A*B* (20)
/N /N

The radians of the sides, BC, AC and A B, of the spherical triangle are

Cc

b
= LCOB = «; R LCOA = B; =/AOB =y

* c*

R
b
= /C*OB* = o*; <= LC*OA* = B*: == LA*OB* = y* (21)

>a|a*m|a

The angle symbols, «, 8, and y, are not usually used in Eqs. 14—16 for the definitions
of these angles. But they are indicated here because these symbols are used in Egs. 4-6

and defined differently as the angles between pairs of axes OA, OB, and OC. Simi-

larly, o™, B*, and y* are the angles between pairs of axes O*A*, O*B*, and O*C*
or the relevant radians of the sides in Eq. 21 (Figs. 1, 3 and 4). The derivations for
Egs. 17-19 are given in Appendix 1.

5 Relationship of the two sets of angular equations
5.1 Equations 14—16 and the cosine rule for the spherical triangle

In this section we will show how Eqgs. 1416 are derived from the cosine rule for the
spherical triangle. The intersection of the surface of a sphere made by a plane is called
a great circle I" if the plane passes through the center of the sphere. The diameter of
a sphere perpendicular to the plane of a circle of the sphere is called the axis of that
circle. The points where the axes of a circle of a sphere intersect the surface of the
sphere are called the poles of the circle. If the vertices of a spherical triangle are used
as the poles and their great circles are drawn, another triangle is formed, called the
polar triangle of the first. Thus in Figs. 3 and 4, A is the pole of a*, B the pole of b*,
C the pole of ¢*, and A*B*C* is the polar triangle of ABC.

The sides (in radians) and the angles of a spherical triangle are supplementary to
the angles and the sides opposite in the polar triangle, and, conversely [13,14]. The
supplementary relationships are expressed as Egs. 22 and 23

* * *

a b
A+ —=/B+—=/C+ —=/[A"+—=/B" "+ —
+R +R +R +R +R

or
[A+a*=/B+B*=/.C+y*=/A"+a=/[B"+B=/.C"+y=m(23)
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with the relevant symbols defined in Egs. 20 and 21. The derivations for Eqs. 22 and
23 are given in Sect. 5.2 and “Appendix 2”.

Equations 14-16 for Euler’s theorem can be obtained from Eqs. 22 and 23 together
with the cosine rule for the spherical triangle. The derivations of Eqs. 22 and 23 are
given in Sect. 5.2 and “Appendix 2” for completeness but are not necessary for a
complete understanding of the angular relationship correlation.

The first parts of Eq. 22 and the last parts of Eq. 23 are shown below

* * k

a b c

[A+ —==/B+—=/.C+ —
+R +R +R
[A*+a=/B*"+B=/C"+y=m

=T

These relationships can be inserted into the cosine rule for the polar triangle A*B*C*
to give Egs. 17'-19', which can also be obtained by applying Egs. 17-19 to the polar
triangle of ABC

a* b* c* b* c*
cos; = COSECOSE + sinE sinEcos LA* a7)
b* a* c* a* c*
cos — :cosEcosE—i—sinEsinicoséB* (18"
COSE =COSECOSE+SinFSiHECOS LC* (19"

It will be noted that Eq. 19 can be written as
cos (m—/LC) = cos(m—LA) cos(m—LB) + sin(;r —LA) sin(wr — . B) cos(r —y)

which is just Eq. 14 in a different form. Similarly Eqs. 17’ and 18’ are equivalent to
Egs. 15 and 16.

The angular relationship of Euler’s theorem is just defined by the spherical triangle
(Fig. 2). And the angular relationship of the spherical triangle is described by the
cosine rule. Thus, the connection between the two angular relationships is natural.
Their connections with the angular relationship of the direct and reciprocal vectors
are shown in Sect. 5.3 and can also be shown by another more simple method equipped
with the information provided in Sect. 5.3 as shown in method 1 of Appendix 1.

5.2 Derivation of Egs. 22 and 23

This section can be skipped without affecting the general understanding of our method
but is included for completeness.

@ Springer
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— —_

OA, OB and OC in Fig. 1 could have the same length R since only angles are
relevant to Eqgs. 14—16. The angular relations thus obtained apply to any cell even if
the lengths for the three axes are not equal.

The validity of Eqgs. 22 and 23 can be proved by placing point C in Fig. 3 in a
more general position as indicated in Fig 4. Notice that the great circle I'c moves
with its pole C. As the previous pole C [now indicated as (C) in Fig. 4], goes to point
D [after rotation around OB], the great circle I'c (dotted) moves along I'p until the
intersection points of I'cand I" g reach arbitrary points F and H. [Rotation around the
new line A*A* or FH in Fig. 4 can move the pole of I'c away from D to a more gen-

/N

eral position but this operation will have no effect on C*A* and thus does not affect
e

the following discussion.] The previous C*A* in Fig. 3 [indicated here in Fig. 4 as
Y e /N

C*(A*)] becomes the small arc C*F [indicated also as a new C*A* here in Fig. 4].
/\ S
From the above operations, it is clear that C*D = EF, so

/DOE + LC*OD = 12 24)
/DOE + LEOF = 12 25)

Adding Eqgs. 24 and 25 together we obtain Eq. 26

7/2 + /2 = (LDOE + LC*OD) + (.DOE + LEOF)
— /DOE + (LC*OD + /DOE + /EOF) (26)

VN N
Since /B = /DOE, 8* = b*/R = C*A* = C*F = /C*OD + /DOE + [EOF
where R = 1, so that

LB+ (b*/R)=/[B+p* =m (27)

which is part of Eq. 23. The other parts of Eqgs. 22 and 23 are obtained similarly.
With the additional information introduced in Sect. 5.3, a more simple proof is
available and this is provided in “Appendix 2”.

5.3 Eqgs. 4-6 and the cosine rule for the spherical triangle

In this section, we establish the connection between Eqgs. 4-6 and the cosine rule for

spherical triangle
N

For two-dimensional lattices, the angle between the reciprocal vectors, OA* and
N

OB*, is n —y = y [15], similar to Eq. 23, where y is the angle between the direct

vectors, OA and OB Equivalent equations for three-dimensional lattices are shown
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by Eq. 23. In fact the relationships between the vectors OA, OB, OC for the spherical
NG

triangle ABC and the vectors OA™, OB*, OC* , for the polar triangle A*B*C* are
the same as the relationships between the direct and the reciprocal vectors [16] as
given by Eqgs. 28-30 where k is a constant. This equivalence can also be observed by
considering Figs. 3 and 4.

— — —
OA x OB =k- OC* (28)
— — —
OBxO0C =k- OA* (29)
— — —>
OCx0OA =k- OB* (30)

Equations 28-30 satisfy the definition of the direct and reciprocal vector relations
as shown by Eqs. 1-3 when only angular relations are concerned. The length of R
is immaterial because we are only concerned with angles here. In fact, Eqs. 28-30
shows that Eqs. 22 and 23 also represent the angular relationship between the direct
and reciprocal vectors. By Eqs. 21, 22 and 23, and Egs. 17-19, we can obtain Egs. 4-6.
e.g. From Eq. 17, together with Eqgs. 21 and 23, we obtain

cosa = cos B cosy + sin B sin y cos (r{ - a*)

which is Eq. 4. Egs. 5 and 6 can be obtained similarly.

Thus taking into account the cosine rule for the spherical triangle, the correlations
between Eqs. 4-6 and Eqs. 14-16 are revealed via Eqs. 22 and 23 in a manner that is
straightforward and beautifully simple.

6 Conclusions

The angular relationships in two different concepts in different fields, namely Euler’s
theorem and the direct and reciprocal vectors in crystallography, are shown to be equiv-
alent and are derived from the same basic theory. This is despite the fact that their
similarity has remained unrecognized in many text books because not only are they
used in different scientific disciplines but also, on a more trivial level, use different
names for equivalent parameters. For example, in the two fields different symbols are
used for «, B, and y as shown in Eq. 21, and the angles are defined differently. As
is shown in the text, the angular relationships for the spherical triangle ABC and its
polar triangle A*B*C*[16], illustrated in Eqgs. 22 and 23, are the same as those for
direct and reciprocal vectors since the concepts of reciprocal vectors and the polar
triangle are essentially identical. But in discussions of direct and reciprocal vectors,
Egs. 22 and 23 are not usually emphasized. Facts such as these make understanding
the correlations between angular relationships very difficult.

In this paper we point out the similarity of the two angular relationship and then
show that they are in fact connected to each other by the cosine rule for the spherical
triangle. In fact, Eqs. 17-19 (or 17'-19") of the cosine rule for spherical triangles can
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be derived by Method 1 in Appendix 1 from Egs. 22 and 23 which shows that the two
equations are related to the concept of direct and reciprocal vectors [16].

Thus the key to the connection between the two angular relationships is to be found
in Egs. 22 and 23 which together with the cosine rule for the spherical triangle allow the
correlations between Equations 4-6 and 14-16 to follow naturally. In fact the cosine
rule for spherical triangles is often derived by other geometrical means described as
methods 2 to 4 in “Appendix 1" independent of the direct and reciprocal concept [14].
If Eqgs. 4-6 and 14-16 are derived independently of each other as is usually done in
the literature, then the correlation between them revealed by this work is a major step
forward and will be of considerable interest to student in either discipline.

Research and innovation in well-developed traditional fields [17—-19] is also very
important. The achievements of the research are usually significant historically.
Through the above work we show that research and innovation in well-developed
traditional fields are interesting and rewarding intellectually.

Appendices
Appendix 1 Derivations of the cosine rule for the spherical triangle

Method 1 Derivation by vector products

—_— — —>

As stated in Sect. 5.3, the relationships between the vectors OA, OB, OC for the spher-
NG

ical triangle ABC and the vectors OA™, OB*, OC* for the polar triangle A*B*C* are

the same as the relationships between the direct and the reciprocal vectors. Thus the

cosine rule for the spherical triangle can be derived in similar ways as that via Eqs. 7

and 8. Egs. 31-33 can be obtained by using Eqs. 1-3 and Lagrange’s identity.

OA - OB
OB* x OC* OC* x OA*

T 0A - (OB* x OC*) OB - (OC* x OA%)
_ (OB - 0C%) - (OC* - 0A%) — (OF* - O&) - (OC* - OC%)

— - 31
[OA" - (OB* x OC*)|[OB" - (OC* x OA")] D
)W OC*| sina* ‘oc* 0A" | sin g*
% . e cosy
()W 0C*| cos a*) - (‘OC* 0A%| cos p*) — (‘OB* 0&% | cos y*) - ()OC* o)
- -
(32)
or

sina™ sin B* cos y = cosa™* cos B* — cos y* (33)

By applying Eqgs. 21-23 it can be easily seen that Eq. 33 is just Eq. 19'.
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Thus with the information provided in Sect. 5.3, the angular relationship for the
direct and reciprocal vectors in Sect. 2.2 and the angular relationship for Euler’s the-
orem in Sect. 3.1 are just the angular relationship for spherical triangle as described
by the cosine rule for the spherical triangle.

Method 2 Derivation by orthogonal vectors

OA and OC in Fig. 1 can be decomposed into orthogonal vectors as Eqs. 34 and 35

OA = (|OA| cos y)g + (|OA] sin y)i (34)
|OB| |AA|

OC = (|0C| cos a)i + (|OC]sin oe)C:C/ (35)
|OB| |cC|

For simplicity we use unit vectors for OA, OB, OC, thus Eqgs. 34 and 35 are simplified
as Eqgs. 36 and 37

AA
OA = OBcosy + — sin 36
Y AA] Y (36)
. cc o
OC = OBcosa + —— sina 37
cC|
From Eq. 38 we obtain Eq. 18
OC - OA = cos
NN Ax
cosfp=0C-0A=(0OBcosar + — ‘_| sina |-{ OBcosy + ‘AA’smy
= cosa cosy + sina siny cos LB (38)
or
b a c a . c
COS — = COS — COS — + sin — sin — cos /B (18)
R R R R R
where
__ ccC’ — AA CC'  AA
OB-OB=1;0B- — =0;0B- —— =0; —— =cos/B
cc A fecl Taal
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Fig. 5 A spherical triangle

ABC. Two coordinate systems,
OXYZ and OXY'Z’, are related
by a rotation of § around OX

Method 3 Derivation by coordinate system rotation

ABC (Fig. 5) is a spherical triangle from the surface of a sphere. CC’ is perpendicular
to XOY plane and C’ is in XOY plane. Since the four points A, C, C’, and O are in a
plane

~
AC b
LOCC' = — = — 39)
R
/N . /N .
and AB and OC” are in a plane, and AC and OC’ are in a plane
[C'0C" =LA (40)
Thus the coordinates of C in the OXYZ coordinate system are
C( )CR'b'ZA R'b LA, R b 41)
X,y,2) = sin —sin /A, —R sin — cos LA, R cos —
o R R R
/~
When the OXYZ coordinate system is rotated by % = ¢ around OX, OB becomes
the new Z’. The new coordinates of C in the OXY’Z’ coordinate system are
ros . a . .. a a
Cx,y,7)=C (R sin z sin /B, R sin z cos LB, R cos E) 42)
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Fig. 6 Spherical triangle ABC.
OA=0B=0C=R

The old z coordinate of C in the old coordinate system OXYZ is connected to the new
7' in the new OXY'Z’ by rotation angle %.

¢ ¢
"= zcos — — ysin — 43
2l = zc0s o — ysin o (43)

Inserting z’ and the old y and z into the above coordinate system rotation formula,
Eq. 43, we obtain Eq. 17

a b c . b . C
Rcos — = Rcos — cos — + Rsin — cos ZA sin — (17
R R R R R

Method 4 Derivation by trigonometry [14]

ABC (Fig. 6) is a spherical triangle from the surface of a sphere; O is the center; the
length of radius OA is R. Atan arbitrary point D in OA, draw a plane DEF perpendicular
to the edge O A. Then

[/EDF = /A (44)
In the triangle DEF
s, i R ——
EF" =DE + DF —2ED-DFcos’/A (45)
In the triangle OEF
—2 =2 — —— ——
EF” = OE™ + OF — 20E - OF cos z (46)

Equating these values of EF” with rearrangement
— = —2 == —2 —= —_— ==
20E-0FcosE = (OE" — DE")+ (OF — DF")+2ED - DF cos LA

— 20D" +2ED - DF cos LA (47)

@ Springer



2106 J Math Chem (2011) 49:2089-2108

Fig. 7 A spherical triangle ABC
and reciprocal vectors related
polar vectors

Dividing Eq. 47 by 20E - OF and then arranging the factors results in Eq. 17

a OD OD ED DF
COS — = :':+='=COSZA
R OE OF OE OF
c b ¢ . b
= Cc0S — c0S — + sin — sin — cos ZA (48)
R R R R

Equations 18 and 19 can be obtained similarly. There is some kind of similarity between
method 4 and method 2.

Appendix 2 Another derivation of Egs. 22 and 23

7/~

ABC (Fig. 7) is a spherical triangle from the surface of a sphere. AB' and AB are in
— - — E— — —
the same plane. AC’ and AC are in the same plane. AB' 1. OA and AC’ LOA. Thus

LA =/B'AC’ (49)
OA x OB gives AC*. OC x OA gives AB*

/B*AC' = (50)

/B'AC* = (51)

SRS YR
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Add the two Eqs.
/B*AC' + /B'AC* =7 (52)
or

/B*AC' + /B'AC* = (/B*AB' + /B'AC’) + (/B’AC’ + /C'AC")
= (/B*AB + /B'AC’' + /C'AC*) + /B'AC’
= /B*AC*+ /A=n (53)

with the information provided in Sect. 5.3, we know that AB* is parallel to OB* aiin
Fig. 3 or4 and that AC* is parallel to OC*. When the plane containing AB*, AC*, AP/,
and AC’ is moved down along OA from A to O, it can easy to see that

*

/B*AC* = /B*OC* = % —o* (54)

Thus Eq. 22 or 23 can be readily obtained from Eq. 53.

Acknowledgments We acknowledge the assistance of the Education Ministry of Liaoning Province
(L2010518) and Shenyang Normal University.

References

1. E. Angel, Interactive Computer Graphics, A Top-Down Approach with OpenGL, 3rd edn (Pearson
Education, Inc., New Jersey, 2003), p. 193
2. J.D. Foley, A.V. Dam, S.K. Feiner, J.F. Hughes, Computer Graphics, Principles and Practice, 2nd
edn (Pearson Education, Inc., New Jersey, 2002), p. 217
3. D. Hearn, M.P. Baker, Computer Graphics, 2nd edn (Prentice-Hall, Inc., New Jersey, 1997), p. 413
4. S.S. Andrews, J. Chem Edu. 81, 877 (2004)
5. H. Goldstein, C. Poole, J. Safko, Classical Mechanic, 3rd edn (Pearson Education, Inc., New Jersey,
1996), pp. 155-161
6. S. Sternberg, Group Theory and Physics (Cambridge University Press, Cambridge, 1997), p. 21
7. 1.D. Dunitz, X-Ray Analysis and the Structure of Organic Molecule. 2nd corrected Reprint (VHCA,
Verlag Helvetica Chimica Acta, Basel, 1995), p 235
8. K.F. Filey, M.P. Hobson, S.J. Bence, Mathematical Methods for Physics and Engineering, 2nd
edn (Cambridge University Press, Cambridge, 2002), p. 230
9. M.D. Greenberg, Advanced engineering mathematics, 2nd edn (Pearson Education Asia Limited and
Publishing House of Electronics Industry, New Jersey, 2004), p. 695
10. F. Dunn, L. Parberry, 3D Math Primer for Graphics and Game Development (Wordware Publishing,
Inc., Plano, 2002), p. 153
11. ES. Hill Jr, Computer Graphics Using OpenGL, 2nd edn (Prentice-Hall, Inc., Englewood
Cliffs, 2003), p. 239
12. AF. Beardon, Algebra and Geometry (Cambridge University Press, Cambridge, UK, 2005), p. 77
13. H.S.M. Coxeter, Non-Euclidean Geometry, 6th edn (The Mathematical Association of America, Wash-
ington, 1998), pp. 223-236
14. C.I. Palmer, C.W. Leigh, Plane and Spherical Trigonometry 4th edn (McGraw-Hill Book Company,
Inc., New York, 1934), pp. 194-204
15. R.J.D. Tilley, Crystals and Crystal Structure (John Wiley & Sons, LTD., New Jersey, 2006), p. 21
16. H. Behnke, F. Bachmann, K. Fladt, Fundamentals of Mathematics, S.H. Gould, Volume II, Geometry,
Translated. (The MIT Press Cambridge, Massachusetts, 1983), p 370

@ Springer



2108 J Math Chem (2011) 49:2089-2108

17. Y. Liu, Y. Liu, M.G.B. Drew, J. Chem. Educ. 82, 320 (2005)
18. Y. Liu, B. Liu, Y. Liu, J. Chem. Educ. 88(3), 295 (2011)

19. Y. Liu, J. Duan, H. Zhang, Y. Liu, Polym. Bull. (Gaofenzi Tongbao), in Chinese 5, 93 (2011)

@ Springer



	Correlations between two sets of angular relation equations
	Abstract
	1 Introduction
	2 Angular relations between direct vectors and reciprocal vectors
	2.1 Definition of reciprocal vectors
	2.2 The angular relationships
	2.3 Derivation of Eqs. 4--6 from vector products
	2.4 Derivation of Eqs. 4--6 from metric matrix

	3 Euler's theorem
	3.1 The proof of Euler's theorem
	3.2 Angular relations in Euler's theorem

	4 The cosine rule for spherical triangle
	5 Relationship of the two sets of angular equations
	5.1 Equations 14--16 and the cosine rule for the spherical triangle
	5.2 Derivation of Eqs. 22 and 23
	5.3 Eqs. 4--6 and the cosine rule for the spherical triangle

	6 Conclusions
	Appendices
	Appendix 1 Derivations of the cosine rule for the spherical triangle
	Method 1 Derivation by vector products
	Method 2 Derivation by orthogonal vectors
	Method 3 Derivation by coordinate system rotation
	Method 4 Derivation by trigonometry [cit.1414]
	Appendix 2 Another derivation of Eqs. 22 and 23
	Acknowledgments
	References



<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Gray Gamma 2.2)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (ISO Coated v2 300% \050ECI\051)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Error
  /CompatibilityLevel 1.3
  /CompressObjects /Off
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJobTicket false
  /DefaultRenderingIntent /Perceptual
  /DetectBlends true
  /DetectCurves 0.1000
  /ColorConversionStrategy /sRGB
  /DoThumbnails true
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams true
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts false
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 149
  /ColorImageMinResolutionPolicy /Warning
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 150
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.40
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /ColorImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 149
  /GrayImageMinResolutionPolicy /Warning
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 150
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.40
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /GrayImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasMonoImages false
  /CropMonoImages true
  /MonoImageMinResolution 599
  /MonoImageMinResolutionPolicy /Warning
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 600
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile (None)
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /CreateJDFFile false
  /Description <<

    /BGR <>
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e9ad88d2891cf76845370524d53705237300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc9ad854c18cea76845370524d5370523786557406300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /CZE <>
    /DAN <>
    /ESP <>
    /ETI <>
    /FRA <>
    /GRE <>

    /HRV (Za stvaranje Adobe PDF dokumenata najpogodnijih za visokokvalitetni ispis prije tiskanja koristite ove postavke.  Stvoreni PDF dokumenti mogu se otvoriti Acrobat i Adobe Reader 5.0 i kasnijim verzijama.)
    /HUN <>
    /ITA <>
    /JPN <FEFF9ad854c18cea306a30d730ea30d730ec30b951fa529b7528002000410064006f0062006500200050004400460020658766f8306e4f5c6210306b4f7f75283057307e305930023053306e8a2d5b9a30674f5c62103055308c305f0020005000440046002030d530a130a430eb306f3001004100630072006f0062006100740020304a30883073002000410064006f00620065002000520065006100640065007200200035002e003000204ee5964d3067958b304f30533068304c3067304d307e305930023053306e8a2d5b9a306b306f30d530a930f330c8306e57cb30818fbc307f304c5fc59808306730593002>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020ace0d488c9c80020c2dcd5d80020c778c1c4c5d00020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /LTH <>
    /LVI <>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken die zijn geoptimaliseerd voor prepress-afdrukken van hoge kwaliteit. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /POL <>
    /PTB <>
    /RUM <>
    /RUS <>
    /SKY <>
    /SLV <>
    /SUO <>
    /SVE <>
    /TUR <>
    /UKR <>
    /ENU (Use these settings to create Adobe PDF documents best suited for high-quality prepress printing.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
    /DEU <>
  >>
  /Namespace [
    (Adobe)
    (Common)
    (1.0)
  ]
  /OtherNamespaces [
    <<
      /AsReaderSpreads false
      /CropImagesToFrames true
      /ErrorControl /WarnAndContinue
      /FlattenerIgnoreSpreadOverrides false
      /IncludeGuidesGrids false
      /IncludeNonPrinting false
      /IncludeSlug false
      /Namespace [
        (Adobe)
        (InDesign)
        (4.0)
      ]
      /OmitPlacedBitmaps false
      /OmitPlacedEPS false
      /OmitPlacedPDF false
      /SimulateOverprint /Legacy
    >>
    <<
      /AddBleedMarks false
      /AddColorBars false
      /AddCropMarks false
      /AddPageInfo false
      /AddRegMarks false
      /ConvertColors /ConvertToCMYK
      /DestinationProfileName ()
      /DestinationProfileSelector /DocumentCMYK
      /Downsample16BitImages true
      /FlattenerPreset <<
        /PresetSelector /MediumResolution
      >>
      /FormElements false
      /GenerateStructure false
      /IncludeBookmarks false
      /IncludeHyperlinks false
      /IncludeInteractive false
      /IncludeLayers false
      /IncludeProfiles false
      /MultimediaHandling /UseObjectSettings
      /Namespace [
        (Adobe)
        (CreativeSuite)
        (2.0)
      ]
      /PDFXOutputIntentProfileSelector /DocumentCMYK
      /PreserveEditing true
      /UntaggedCMYKHandling /LeaveUntagged
      /UntaggedRGBHandling /UseDocumentProfile
      /UseDocumentBleed false
    >>
  ]
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [595.276 841.890]
>> setpagedevice


