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Trouble Cases for DIIS

force mcreases along the search
direction

X0

X1

DIIS 1s dead, since 1t consideres
the forces only
1t will move uphill instead of down

rigid unit modes 1.e. 1n
perovskites (rotation)
molecular systems (rotation)

1n cartesian coordinates
the Hessian matrix changes
when the octahedron rotates!
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» equation of motion
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