
1 2 3 4 5
SCF cycle along BFGS relaxation

0

20

40

60

80
E

ne
rg

y 
ab

ov
e 

fin
al

 s
tru

ct
ur

e 
(m

eV
/c

el
l)

a

1 2 3 4 5
SCF cycle along BFGS relaxation

0.00

0.01

0.02

0.03

0.04

0.05

0.06

Q
E

 to
ta

l f
or

ce
 (R

y/
B

oh
r)

Printed as 0.000000

b


