Accurate structural optimizations in solids with auxiliary-field quantum Monte Carlo
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Abstract Forces and Stresses Structural Optimization with AFQMC

Structural optimization by accurate, non-perturbative methods has been an Computation of forces is a kind of “holy grail” in QMC. We present forces With AFQMC forces/stresses and our new optimization algorithm, we

outstanding challenge in many-body electronic structure computations.
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