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Dynamical matrix

We want to write a small computer program that calculates the
dynamical matrix of a solid:
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We need three routines: dynmat 0, drhodv and d2iong to
calculate /1, I and /5 respectively.
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dynmatO

l1 can be calculated using the charge density only. It is
calculated in reciprocal space. Writing:

Viee(r) = Z Vioe(r — Ry, —ds —uy,5)
_ Z 7 Ve (k)& T IR g ds gk,

s Kk

where vg (k) = ¥ [ d®r vS (r)e~T is the Fourier transform of
vi.(r), we have that:

o2 V/oc(r) . s _iad, o
3U§a(Q)3us/ﬁ(q) - _5573/ Z Vloc(G)e GaGge ,
where ¥3.(G) = & [ &®r v (r)e~'CT.
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Writing the charge density in Fourier series:
=Y p(G)e'®",
G

/1 is:
= —Jg S/QZ p(G)¥S,(G)* €% %G,Gp.

dynmat0 calculates this sum using the fact that ¥} (G) is real
and this integral is also real. So

= 050 Z 75.(G)Gu G [%p(G)COS(G -ds) — Sp(G)sin(G - ds)] .
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Note that we will calculate the phonon frequencies of Si using
the Appelbaum and Hamann pseudo-potential so:

v (k)= o2 [ Am2ve® myal o ve (3 K
ioe () = 74 { k|2 +(a) v1+a 2 4o

where

ZV — 4
vi = 3.042 Ha
vo = —1.372Ha

a = 0.61021/(au.)?
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The bare perturbation

To calculate I, we need the periodic part of the bare
perturbation av“’c((')) We have:

8Vloc(r) iq-R,. aVIOC )
R A — e
ausa(q) Z 8UM306

= Y B+ G)(q+G),e GO dsgla+C)r,
G

Therefore the periodic part has Fourier components:

V(@ +G) _
Ousa(q)

This expression is calculated by the routine compute_dvloc.

—i7S(q + G)(q + G),e (AFC) s,
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Charge density response

Then we need the lattice-periodic part of the induced charge
density which is:

K ONUk r
22 kv c+qf¢-

()us/} dus/ﬁ(q)

The routine incdrhoscf calculates this expression after the

calculation of P"*qa""id(g) Note that if each band is occupied

by 2 electrons, in the nonmagnetic case, we need another
factor of 2 for spin degeneracy. The sum over k is done as in
the calculation of the charge density.

Andrea Dal Corso Computer lab: Density functional perturbation theory



The dynamical matrix

The bare perturbation

The induced charge density
The linear system

The induced potential

The linear system

Pk+q Iy (1)
c 8usfﬁ (q)

is the solution of the linear system:

HR Q] P dukw(r) _ _ pr+a OVks(r)

U r).
© g T ° ug(q) k)

This linear system is solved by an iterative conjugate gradient
algorithm that requires a routine that applies the left hand side
to an arbitrary function and a routine that computes the right
hand side. The left hand side is applied by the routine
ch_psi_all, while the right hand side is calculated from the
induced Kohn and Sham potential.
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The operator Q = ), o|Uk+qv) (Uk+qv| Vanishes when applied
to P¥*9 so it will not change the solution. If

o > max(eky — ek+qv) it makes the operator H*+9 + Q — ¢y,
nonsingular and the linear system well defined. We take

a = 2(max(ex,) — min(ek,)) and the same « is used for all k
points.
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The induced potential is given by:

OVis(r) _ 9Vine(r) /de,/ gl ) Ip(r')
dugp(q)  duss(q |r—r’| duss(q)

OVse(r) Jp(r)
Op  ugs(@)

The first term is calculated by compute_dvloc, while the other
two terms are calculated by dv_of_drho.
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dv_of drho

The induced exchange and correlation potential is calculated in

real space. 6‘/*0“) is calculated at the beginning of the run by
phg_init andgdmxc by numerical differentiation:

O Vxe(r)

ap - VXC(ra p+ A) - VXC(ra pP— A) /2Aa

and the induced exchange and correlation potential is
calculated in real space:

9 Vxe(r) dp(r)
dp Ouss(q)
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The induced Hartree potential is calculated in reciprocal space,
and a Fourier transform is later used to calculate it in real
space. We have:

/dsr/ 1 gla(r'—n 5p(rl)

= r'| dug 5(q)
— —iq-r 3,/ i(q+G)-r
Z 8us/5 /dr|r—r’|e

. ap(q +G) 1
— eIG r . 4 ,
2 dugs(@)  la+GP

where %”L(f:)) is calculated by a Fourier transform of ‘9p(r()q).
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Putting all together: solve_linter

We need a driver to solve the self-consistent linear system. The
driver is solve_linter. This routine allocates space for the
8“V/oc(r)

input and output induced potential, apply Ty (@) (using

dvgpsi) and the input induced potential to uk,(r), and apply
the projector P'C‘Jrq to prepare the right hand side of the linear
system. Then it calls cgsolve_all to solve the linear system
and incdrhoscf to calculate the contribution of the k point to
the induced charge density. These steps are repeated for all k
points and then dv_of_drho is used to calculate the output
induced potential. Finally a mixing routine checks if
self-consistency has been achieved. If not the mixing routine
provides the input induced potential for the next iteration.
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drhodv

After the self-consistent solution of the linear system we obtain
the self-consistent induced charge density (1) After a

. ~ aus’ﬁ(q)'
i O Vioe CH-G OVioe(r
Fourier transform of W we get 8Usla((q)) and
| = Q 0\710c(ri) (5[)(|',')
2= N Ny N 2 | G e
Ni x Np x N3 OUsa(q) dug 5(q)

i

where the sum is over all the points of the real space mesh and
Ni, N> and N5 are the dimensions of the mesh.
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d2ionq
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where the sum over G space excludes g+ G=0, the sums

g:gl:f?;iaf;f:::g]g: 7,—7—R=0, and the functions f; Rev Mod- Phys 73, 51 5 (2001 )

3 erfe(\7r)+2 \/gr(3+21,rz)e”"z
filrn= 5 . (B3)
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dyndia

Finally we need a driver for the diagonalization of the dynamical
matrix. The driver is dyndia. It divides the dynamical matrix by
the masses, it forces it to be exactly Hermitian, it calls the
routine cdiagh to diagonalize it and writes on output the
frequencies. Imaginary frequencies are written with a minus
sign.
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