do imode = 1,

num_kpoints

call compute kmode index(imode, 1, m, n)

mabs = abs(m
sign m = rea

nabs = abs(n
sign n = rea
kX

Ky
kz
knorm2 = kx*

)
L(sign(l,m), wp)

)
L(sign(l,n), wp)

real(l,wp) * twopi / a
real(m,wp) * twopi / b
real(n,wp) * twopi / c

kx + ky*ky + kz*kz

if (knorm2 <= knorm2_max) then

0
0

Sk_cos =
Sk_sin =
do j =1,

cos_kx
sin_kx
cos_Kky
sin_ky
cos_kz
sin_kz

cos_kxky
sin_kxky
cos_kxky
sin_kxky

Sk_cos =
Sk_sin
end do

Sk_alpha
do i =1,

cos_kx
sin_kx
cos_ky
sin_ky
cos_kz
sin_kz

cos_kxky
sin_kxky
cos_kxky
sin_kxky

V(i) = V(i) + Sk_alpha *

end do
end if
end do

.0_wp

.0 _wp
num_atoms

cos_kx _elec(j,1)

sin_kx_elec(j,1)

cos_ky elec(j,mabs)

sin_ky elec(j,mabs) * sign_m

cos_kz elec(j,nabs)

sin_kz_elec(j,nabs) * sign_n

= cos_kx * cos_ky - sin_kx * sin_ky

= sin_kx * cos_ky + cos_kx * sin_ky

kz = cos_kxky * cos_kz - sin_kxky * sin_kz
kz = sin_kxky * cos_kz + cos_kxky * sin_kz
Sk _cos + q_elec(j)*cos_kxkykz

Sk_sin + q_elec(j)*sin_kxkykz

2.0 wp * (4.0_wp*pi/(a*b*c)) * exp(-knorm2/(4*alphasq))/knorm2
num_atoms

cos_kx_elec(i,1)
sin_kx_elec(i,1)
cos_ky_elec(i,mabs)

sin_ky elec(i,mabs) * sign m
cos_kz _elec(i,nabs)
sin_kz_elec(i,nabs) * sign_n

= Ccos_kx * cos_ky - sin_kx * sin_ky
= sin_kx * cos_ky + cos_kx * sin_ky

kz = cos_kxky * cos kz - sin_kxky * sin_kz
sin_kxky * cos_kz + cos_kxky * sin_kz

kz

(Sk_cos * cos_kxkykz + Sk _sin * sin_kxkykz)



