
 700

 800

 900

 1000

 1100

 1200

 1300

 1400

 1500

 1600

 1700

 0  5  10  15  20  25  30
 1e-04

 0.001

 0.01

 0.1

uc
vo

l (
B

oh
r3 )

m
ax

 g
ra

d 
H

a/
B

oh
r

Broyden Step

Structural Optimization: ionmov 2, optcell 1

cell volume
max gradient


