Euler angle:Rotation of coordinate axes and rotation of molecular axes

Masahiro Yamamoto
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z = |OA|=[FD|, y=]|OF|=|AD|, ¢=/AOB = /FOG = /CDB = /EDF (1)
2’ = |OC|=|0B|+ |BC| = |GF| + |DE| = ysin¢ + z cos ¢ (2)
y = |OH| =|0G| - |GH| = |OG| — |FE| = ycos ¢ — xsin ¢ (3)
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r = Dt =DTY (12)
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fm.ehcc.kyoto-u.ac.jp> cat eulerangle.f
c234567890
implicit real*8 (a-h,o-z)
dimension d(3,3) ! D°T
dimension r(10,3) !r’

pi=acos(-1.0d0)
a=1.0d0
p=0.0d0/180.0d0*pi
t=30.0d0/180.0d0*pi
$=50.0d0/180 . 0d0%pi

d(1,1)=cos(s)*cos(p)-sin(s)*cos(t)*sin(p)
d(1,2)=-sin(s)*cos(p)-cos(s)*cos(t)*sin(p)
d(1,3)=sin(t)*sin(p)



d(2,1)=cos(s)*sin(p)+sin(s)*cos(t)*cos(p)
d(2,2)=-sin(s)*sin(p)+cos(s)*cos(t)*cos(p)
d(2,3)=-sin(t)*cos(p)

d(3,1)=sin(s) *sin(t)
d(3,2)=cos(s)*sin(t)
d(3,3)=cos(t)

r(1,1)=0.0d0
r(1,2)=0.0d0
r(1,3)=0.0d0

r(2,1)=0.0d0
r(2,2)=0.0d0
r(2,3)=2.0d0

r(3,1)=2.0d0
r(3,2)=0.0d0
r(3,3)=4.040

r(4,1)=-1.0d0
r(4,2)=0.0d40
r(4,3)=3.040

do i=1,4
x=d(1,1)*r(i,1)+d(1,2)*r(i,2)+d(1,3)*r(i,3)
y=d(2,1)*r(i,1)+d(2,2)*r(i,2)+d(2,3)*r(i,3)
z=d(3,1)*r(i,1)+d(3,2)*r(i,2)+d(3,3)*r(i,3)
write (6,’(5£15.7)°) x,y,z

enddo

end
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2 Example2
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